LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc :

ALS vial : 8 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127920.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.311 3 4 10 rVB 329289 311974 4.18% 0.434%
2 4.581 383 390 395 rBV 491813 530786 7.12% 0.739%
3 5.193 489 494 504 rVB 491295 673346 9.03% 0.938%
4 5.546 551 554 555 rBV 249857 231921 3.11% 0.323%
5 5.575 555 559 562 rVB 3800260 3732845 50.05% 5.199%
6 5.799 593 597 601 rBV 1257811 1098131 14.72% 1.529%
7 6.116 647 651 654 rBV 525599 430482 5.77% ©.600%
8 6.404 697 700 702 rBV 334825 288484  3.87% 0.402%
9 6.469 707 711 714 rBV 2510107 2155543 28.90% 3.002%
10 6.499 714 716 719 rVB 462081 339536 4.55% 0.473%
11 6.546 719 724 726 rBV 5395078 6020951 80.73%  8.385%
12 6.575 726 729 732 rVV 3293578 3371818 45.21% 4.696%
13  6.628 734 738 741 rVB 3234408 2709241 36.33% 3.773%
14 6.775 757 763 766 rBV 7024552 7457863 100.00% 10.387%
15 6.875 777 780 781 rBV 163598 129437 1.74% 0.180%
16 6.893 781 783 786 rVB 227344 176810 2.37%  0.246%
17 6.940 788 791 794 rBV 1108806 939830 12.60% 1.309%
18 6.969 794 796 797 rVW 295823 204425 2.74%  0.285%
19 6.998 797 801 804 rVV 4016581 3555555 47.68% 4.952%
20 7.116 819 821 826 rVB 228646 215995 2.90% 0.301%
21 7.181 829 832 834 rBV 378394 328772 4.41%  0.458%
22 7.210 834 837 840 rVB 590711 478439 6.42% 0.666%
23 7.251 840 844 851 rVB 1555019 1510389 20.25% 2.104%
24 7.328 851 857 865 rBv2 292961 403122 5.41% 0.561%
25 7.398 865 869 871 rBV 657058 558750 7.49% 0.778%
26 7.422 871 873 877 rVB 502345 415307 5.57% ©.578%
27 7.475 877 882 884 rBV 951058 1085316 14.55% 1.512%
28 7.510 884 888 895 rVB 2672673 2983621 40.01% 4.155%
29 7.581 895 900 903 rBv4 116281 149848 2.01% 0.209%
30 7.616 903 906 909 rBV 186302 183471 2.46%  0.256%
31 7.704 918 921 923 rBV 483924 375227 5.03% 0.523%
32 7.728 923 925 929 rVB 644157 559448 7.50% 0.779%
33 7.834 935 943 946 rBV3 129833 186326 2.50% 0.259%
34 7.869 946 949 951 rVW2 93809 88441 1.19% 0.123%
35 7.893 951 953 956 rVB2 90466 76452 1.03% 0.106%

36 7.957 956 964 967 rBV 378195 382731 5.13% ©.533%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc :

ALS vial : 8 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.151 989 997 998 rBvV4 53752 109112 1.46% 0.152%
38 8.193 1001 1004 1006 rVV 128987 139457 1.87% 0.194%
39 8.222 1006 1009 1012 rVV 1289856 1272154 17.06% 1.772%
40  8.245 1012 1013 1015 rVWW 201766 115716 1.55% 0.161%
41  8.504 1050 1057 1062 rBV6 69011 121462 1.63% 0.169%
42 8.628 1076 1078 1081 rVB 90702 79147 1.06% 0.110%
43 8.804 1104 1108 1112 rVB 141410 135539 1.82% 0.189%
44  9.210 1172 1177 1179 rBV 101573 146284 1.96%  0.204%
45  9.234 1179 1181 1187 rVB 139632 126956 1.70% 0.177%
46 9.304 1187 1193 1196 rBV 4924591 4931487 66.12% 6.868%
47  9.369 1201 1204 1207 rVB 268072 211215 2.83% 0.294%
48 9.645 1243 1251 1253 rBv4 55622 115634 1.55% 0.161%
49 9.687 1255 1258 1261 rVV2 105527 106000 1.42% 0.148%
50 9.898 1290 1294 1299 rVB 267580 224095 3.00% 0.312%
51 9.981 1303 1308 1312 rBV 1338366 1233835 16.54% 1.718%
52 10.398 1377 1379 1382 rVB 177710 152621 2.05% 0.213%
53 10.622 1412 1417 1419 rBV 96405 102571 1.38% 0.143%
54 10.775 1439 1443 1452 rBV 2551166 2432592 32.62% 3.388%
55 10.875 1457 1460 1466 rBV2 274966 391084 5.24% 0.545%
56 11.322 1533 1536 1539 rBV 354505 330570 4.43%  0.460%
57 11.357 1539 1542 1548 rVB 256018 289407 3.88% 0.403%
58 11.475 1558 1562 1564 rBV 1283929 1103174 14.79% 1.536%
59 11.498 1564 1566 1571 rVB 228265 235969 3.16% 0.329%
60 11.598 1581 1583 1586 rBV 84242 81760 1.10% 0.114%
61 11.639 1587 1590 1594 rBV3 91842 145225 1.95% 0.202%
62 11.704 1599 1601 1604 rBV 187457 183530 2.46% 0.256%
63 11.751 1606 1609 1613 rVV 603745 533134 7.15% 0.742%
64 11.916 1635 1637 1640 rBV 153004 193491 2.59% 0.269%
65 12.133 1672 1674 1676 rBV 131749 99538 1.33% 0.139%
66 12.163 1676 1679 1682 rBV 1000405 794111 10.65% 1.106%
67 12.445 1725 1727 1731 rBV 425708 388177 5.20% 0.541%
68 12.557 1743 1746 1749 rBV 1345192 1185671 15.90% 1.651%
69 12.657 1761 1763 1767 rBV3 306238 401628 5.39% 0.559%
70 12.692 1767 1769 1773 rVV2 483844 530245 7.11% 0.738%
71 12.928 1807 1809 1812 rVB2 1143902 1040433 13.95% 1.449%
72 13.069 1829 1833 1836 rVB 2973660 2764797 37.07% 3.851%
73 13.286 1867 1870 1873 rBV 1393898 1349385 18.09% 1.879%
74 13.633 1926 1929 1935 rBV2 1322036 1380820 18.51% 1.923%
75 13.963 1983 1985 1988 rVB 991900 856419 11.48%  1.193%

76 14.098 2006 2008 2011 rBV 596600 513697 6.89% ©.715%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 14.592 2089 2092 2095 rVB 1032917 914572 12.26% 1.274%

Sum of corrected areas: 71803347
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

A
6000000
5000000
4000000
3000000
2000000
1000000

0

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\

BF127920.D
: 26 Apr 2022 18:46
: CG\JU
: N2502-09
: 8 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BF127920.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 3-Penten-2-one, 4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.581 11.30 ng 530786 1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
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, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 390 (4.581 min): BF127920.D\data.ms (-383) (-) m/z 83.10 100.00%
55.0 83.1
5000
43.1 98.1
R RRaREEE e e R
‘ 67.0 4.20 4.40 4.60 4.80 5.00
Obr et il e e b m/z 55,05 92.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 T T T T T
' 98.0 4.20 4.40 4.60 4.80 5.00
29.0
m/z 43.10 39.00%
‘ Ll ull 670 | ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 T T
290 43.0 4.20 4.40 4.60 4.80 5.00
5000 m/z 98.10 33.82%
98.0
M‘\ \\‘\ 67.0 |
owwwwwm e EEEEEES R
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- e
55.0 83.0 4.20 4.40 4.60 4.80 5.00
m/z 39.05 27.97%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oM‘H‘HWH“M:UM;MHWHWlewmwm‘ SIS LU ————
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.193 14.33 ng 673346 1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 494 (5.193 min): BF127920.D\data.ms (-489) (-) m/z 43.05 100.00%
3.0
59.1
5000
1011 (L AL BB I I B
‘ 83.0 4.80 5.00 5.20 5.40 5.60
ol gl e m/z 59.10  59.51%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10 17.99%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e
4.80 5.00 5.20 5.40 5.60
5000 210 m/z 58.00 14.70%
0 \H\‘ \‘M 12§0 142.0
et
miz--> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- e A RRR
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 9.08%
5000
41.0
101.0
BT R—
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 4 Benzene, (1-methylethyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.116 9.16 ng 430482  1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 87

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 80
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 72

Abundance Scan 651 (6.116 min): BF127920.D\data.ms (-647) (-) m/z 105.10 100.00%

105.1
5000
120.1 VNSRBI B—
Hl 91.1 5.80 6.00 6.20 6.40
o‘w‘HW‘H‘_ﬁaﬁu‘ﬁ‘u?ﬂu‘u‘W‘HW‘H‘_LM‘HHpu‘w m/z 120.10  25.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10706: Benzene, (1-methylethyl)-
105.0

|

5000 SNMBUELY WSS 1 B
5.80 6.00 6.20 6.40
120.0 m/z 77.10 16.19%

o

51.0 :
200 | M o ‘
| | L
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0

5.80 6.00 6.20 6.40

5000 120.0 m/z 79.10 14.61%
39.0 6.0 770 910
0H“““2“5“‘0""H\HH\‘\‘\H‘MUH‘H“!“HH“HH“N“H\‘w“‘\””‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0 5.80 6.00 6.20 6.40

m/z 103.10  11.65%

5000 1200 A/\/l
77.0
51.0 91.0
0 27.0 | i 6‘\1‘\0 ‘\\ ‘ Ll H‘\ A A |

m/z--> 10 20 30 40 50 60 70 80 90 100110120 5.80 6.00 6.20 6.40

8270-BF042222.M Wed Apr 27 17:20:12 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.469 45.87 ng 2155540  1,4-Dichlorobenzene-d4 6.940

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 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 711 (6.469 min): BF127920.D\data.ms (-707) (-) m/z 105.05 100.00%
105.1
5000 A
12 S 11| I
290 g 77‘ 0 | 6.20 6.40 6.60 6.80
S — A 0 1801 s 126,10 30.98%
m/z--> 20 40 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 UL L B I A L
120.0 6.20 6.40 6.60 6.80
m/z 77.05 13.66%
O \]_\5\()‘\\\3\9“0\\‘\5\9“0\‘\\\“’\\‘\\"“\\‘\H“\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.05 13.55%
120.0
39.0 77.0
01—l “‘H “‘1‘5‘9"9‘“ ‘ ““, - N Y

miz--> 20 40 60 80 100 120 140

Abundance #10705: Benzene, 1,2,4-trimethyl-

105.0 6.20 6.40 6.60 6.80

m/z 79.05 10.43%

5000 120.0
280 o 770
0 ‘Mm\wwwuH\w\,”\” I

m/z--> 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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-4-methyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.628 57.65 ng 2709240 1,4-Dichlorobenzene-d4 6.940
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 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 738 (6.628 min): BF127920.D\data.ms (-734) (-) m/z 105.05 100.00%
105.1
5000
120.1
R A
300 650 77.1 91‘.0 6.40 6.60 6.80 7.00
oH_m_mwH,umm‘,mmm‘_Hu‘euw‘s!wwmW m/z 120.10  29.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.40 6.60 6.80 7.00
m/z 77.10 14.11%
39.0 77.0 91.0
OH‘\H\‘\2\6\‘.\(‘)\\H"‘\H\i‘{‘u\‘e’%\.‘?\‘\u‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.40 6.60 6.80 7.00
5000 m/z 91.05 13.53%
120.0
79.0
39.0 65.0 ‘ 920 ||
N MM | RSt i ] NS MR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10691: Mesitylene
105.0 6.40 6.60 6.80 7.00
120.0 ITI/Z 79.05 12.15%
5000
39.0 77.0 91.0
o280 1 1, 830 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00

8270-BF042222.M Wed Apr 27 17:20:14 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.775 158.71 ng 7457860 1,4-Dichlorobenzene-d4 6.940

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 95
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 90
Abundance Scan 763 (6.775 min): BF127920.D\data.ms (-757) (-) m/z 105.05 100.00%
105.1
5000 120.1
300 631 77‘-0 91.0 6.40 6.60 6.80 7.00
0 H_m_HwH“u‘Hg‘euwMH_HJ‘_Hw“uH_‘m‘wuu“mw m/z 120.10  41.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.40 6.60 6.80 7.00
770 m/z 77.05 14.47%
. 7 91.0
O \\‘\\\\‘\2\\7\"0\\\\“\\\\i‘}‘\\}“\‘\‘\\‘\\\‘“‘\H\“HH‘\Ml\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.40 6.60 6.80 7.00
m/z 91.05 12.63%
5000 120.0 /
39.0 77.0 91.0
0 "‘1“5(‘0_‘“m‘H“M"‘{‘M“6‘?‘);“0"‘Hm"H"MWH‘WMH“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 119.05 11.57%
120.0
5000
51.0 77.0 91.0
Oberrrerey 200 b
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

8270-BF042222.M Wed Apr 27 17:20:14 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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, 1,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.998 75.66 ng 3555560 1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 801 (6.998 min): BF127920.D\data.ms (-797) (-) m/z 105.05 100.00%
105.1
5000
120.1 A
200 77‘-0 6.60 6.80 7.00 7.20 7.40
b e 020 Ll 1390 s 106,10 37.09%

m/z--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000

660680700720740
120.0 77 .05 13.90%

79.0
0 wo | | |
O\\\‘\‘\\\‘\\‘\\“\\\\‘\\\\1\\‘\“‘\\\\‘\\
Mize> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0

6.60 6.80 7.00 7.20 7.40

5000 1200 m/z 91.05 10.76%
28.0 51.0 77.0
0 \\H‘ W!\\M\\JN\MU\\\M‘\\L\ H\“ub“‘ S
miz-> 0 60 8 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.60 6.80 7.00 7.20 7.40

m/z 79.10 9.76%

5000
120.0
39.0
0 180\ L, \599\ M ‘\ Wl
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 100 120 140 6.60 6.80 7.00 7.20 7.40

8270-BF042222.M Wed Apr 27 17:20:15 2022

Page:

11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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-methyl-3-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.210 10.18 ng 478439  1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 94
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 74
Abundance Scan 837 (7.210 min): BF127920.D\data.ms (-834) (-) m/z 105.10 100.00%
105.1
5000
134.1 Y AT S
77.0 6.80 7.00 7.20 7.40 7.60
39 0 571 ‘

O R ‘M“ e 2942 7 134,05 22.61%

miz--> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000

6.80 7.00 7.20 7.40 7.60

134.0 m/z 106.10  13.70%
39.0 77.0
O\\\‘\‘\\\"‘\\\5\79\‘\\\““\\H\‘H‘\\‘\“‘\\\‘\‘\\\\ 1
m/z--> 20 40 60 80 100 120 140
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0
680700720740760
134.0
39.0 77.0
ol e 2P0 el
m/z--> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 6.80 7.00 7.20 7.40 7.60

m/z 91.00 10.15%

5000
134.0
77.0
ol150 390 570 0 ) ]
150 RO, el

m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60

8270-BF042222.M Wed Apr 27 17:20:16 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.251 32.14 ng 1510390 1,4-Dichlorobenzene-d4 6.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 p-Cymene 134 C10H14 000099-87-6 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
Abundance Scan 844 (7.251 min): BF127920.D\data.ms (-840) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.1
390 650 ‘ ‘ 7.00 7.20 7.40 7.60
0‘WHH‘HHM‘Jﬁu‘WHwHﬂWHJMHHWMH_M‘_NH‘HWMMWH‘ m/z 134.05 33.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 7.00 7.20 7.40 7.60
m/z 91.10 24.35%
91.0
0 15.0 39\'\0 | 65\'0 [ ‘ m“ \\“ i
\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10 21.44%
134.0
91.0
41.0 65.0
0\\‘u\\‘u\‘\‘u\\wu\\“u\‘1‘m‘\\‘\u‘i“\u\‘m\‘NH\‘H‘H‘\m‘u‘u‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- S BV SO NP
119.0 7.00 7.20 7.40 7.60
m/z 77.05 12.19%
5000
91.0 134.0
39.0 65.0
) S A S AR SN AR FSVRSS 1 MES
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF042222.M Wed Apr 27 17:20:17 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 11 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.398 11.89 ng 558750 1,4-Dichlorobenzene-d4 6.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 869 (7.398 min): BF127920.D\data.ms (-865) (-) m/z 119.05 100.00%
119.1
5000 A
91.0
390 650 ‘ | 1351500 7.00 7.20 7.40 7.60 7.80
O e b e SRR m/z 134.05 30.56%
m/z--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60 7.80
91.0 m/z 91.85 19.95%
39.0 65.0 ‘ 3‘
O\J-\S\.(’)\‘\\\“‘\\“”\‘ \\\‘H‘\\}‘\“M‘ l\\\?‘()\\\\
m/z--> 20 40 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 105.05 14.69%
91.0
39 0 65.0 ‘
- Tl TR N T~
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene ““NMEN“‘H“H‘,‘
119.0 7.00 7.20 7.40 7.60 7.80
m/z 76.95 10.51%
5000
91.0 J
41.0 65.0
0 i R RN | s
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60 7.80

8270-BF042222.M Wed Apr 27 17:20:18 2022 Page: 14



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 26 Apr 2022 18:46
: CG\JU
: N2502-09

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
BF127920.D

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 12 Benzene, 1-methyl-3-(1-meth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.422 8.84 ng 415307 1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 p-Cymene 134 C10H14 000099-87-6 97
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 873 (7.422 min): BF127920.D\data.ms (-871) (-)
119.1

m/z 119.10 100.00%

5000
134.1
91.0
390 650 7.00 7.20 7.40 7.60 7.80
Oberrrrprrrepreeber s e b et m/z 134,05 24.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
7.00 7.20 7.40 7.60 7.80
910 134.0 m/z 91.05 15.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 120.10 9.89%
134.0
91.0
41.0 65.0
0\wHHMHM\HMHHNHwwaHMW\HNHwNW‘JmLHwHM‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0 7.00 7.20 7.40 7.60 7.80
m/z 77.00 8.16%
5000
91.0 134.0
41.0 65.0
0uMu\EgguﬂﬂuﬁuuWﬁwuﬁwuwmuwwuwﬂwuuwmwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60 7.80

8270-BF042222.M Wed Apr 27 17:20:19 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.728 8.80 ng 559448 Naphthalene-d8 8.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
4 o-Cymene 134 C10H14 000527-84-4 94
5 p-Cymene 134 C1oH14 000099-87-6 94
Abundance Scan 925 (7.728 min): BF127920.D\data.ms (-923) (-) m/z 119.10 100.00%
119.1
5000 134.1 ﬂ
91.1
390 650 7.40 7.60 7.80 8.00
Obrerrreprrerpreebrer it ebre e bbbl m/z 134,05 39.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000
7.40 7.60 7.80 8.00
m/z 91.10 17.70%
39.0 65.0 91.0
O H‘]—\?\.\()‘\H‘\‘HH“‘\\H“\‘H\’\‘\M.\‘\HM“H\\“\H\‘\m\\‘H‘ml\\\\’\‘\‘\\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10  9.50%
91.0
15.0 39.0 65.0 | ‘ | |
Ottt et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 77.10 9.06%
134.0
5000
91.0
Ho e ] L]
Oy by et e e b e el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00

8270-BF042222.M Wed Apr 27 17:20:19 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.751 9.67 ng 533134  Phenanthrene-d10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 1609 (11.751 min): BF127920.D\data.ms (-1606) (1 m/z 57.10 100.00%
57.1

— —
h 99.0 1 11.50 12.00
ol ALy 1411 1832 2251 2681 ., 43,19 71.06%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 S —
11.50 12.00
99.0 m/z 71.106 61.57%
0 \2\5‘l!0‘r“ T “‘\ ‘H‘ \‘H‘\ H" r“‘ T “]\_41‘18\ %8\‘3\0’ T \2\4?’0\ [
m/z--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
11.50 12.00
5000 m/z 85.10 40.64%
99.0 140.0
182.0
0l uMHu b b 2280
m/z--> 50 100 150 200 250
Abundance #158597: Nonadecane T ——
57.0 11.50 12.00
m/z 41.10 33.52%
5000
‘ ‘ 990 141.0 268.0
0,260, L L) (g 141D 1830 2250 2080 o S
miz--> 50 100 150 200 250 11.50 12.00

8270-BF042222.M Wed Apr 27 17:20:20 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, 2-methyl-6-propyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.163 14.40 ng 794111  Phenanthrene-di10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1679 (12.163 min): BF127920.D\data.ms (-1676) (-]

m/z 57.10 100.00%

57.1
5000
—— —
‘ 99.1 1412 12.00 12.50
ol bl g 1412 177.1208.1239.2 2824 ;4319 68.59%
miz--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — —
12.00 12.50
m/z 71.10 63.50%
99.0 140.0
182.0
Ot ‘\““H\ H‘ ‘\h‘ h“ \”‘ iy rh [ \“\ T \2\26\0\ A
miz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0
—— —
12.00 12.50
5000 ITI/Z 85.10 43.17%
‘ 99.0 0
ol bl T 1870 2300 2810
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane T ——
57.0 12.00 12.50
m/z 41.10 31.53%
o M
027‘ ‘ I “‘9%-0‘ 141.0 183.0 226.0
A “‘ e P e
miz--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.557 21.50 ng 1185670  Phenanthrene-d10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Pentadecane 212 C15H32 000629-62-9 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 Hexadecane 226 Cl16H34 000544-76-3 80

Abundance Scan 1746 (12.557 min): BF127920.D\data.ms (-1743) (. m/z 57.10 100.00%
57.1

5000 M
9.1 201.1 1250 ‘
141.1 :
ol ““ Lifadast | earozere m/z 43.10 67.91%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 ——
12.50
m/z 71.10 66.08%
ol \ e ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
R \
12.50
5000 ITI/Z 85.10 44.92%
9.0
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 12.50
m/z 41.10 30.32%
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
i “““‘ T T T T ——
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.286 52.54 ng 1349390  Chrysene-d12 14.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Tricosane 324 (C23H48 000638-67-5 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 89
5 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 74

Abundance Scan 1870 (13.286 min): BF127920.D\data.ms (-1867) (-] m/z 57.10 100.00%
57.1

5000 W
99.1 — —
13.00 13.50
ol Ld “‘ h‘ [ J419 1832 2540 3239 ., 43.10  68.63%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 T —
13.00 13.50
m/z 71.10 65.09%
\\\‘ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #229645: Tricosane
57.0
— —
13.00 13.50
5000 m/z 85.10 44 .13%
99.0
A ¥ 1970 2530 0
0‘\““\“”\ \‘\ h l \‘ \\ ‘\\‘d‘ ‘d‘\‘ T — e R R
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 13.00 13.50
m/z 41.10 28.79%
5000 W
99.0 140.0
182.0
om‘““ww\mhH‘m??‘?-?’_m_m_ — —
m/z--> 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4-Methylheneicosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.633 53.76 ng 1380820  Chrysene-d12 14.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylheneicosane 310 C22H46 025117-29-7 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1929 (13.633 min): BF127920.D\data.ms (-1926) (-]

m/z 57.10 100.00%

57.1
5000
—— —
9‘-1 a2 13.50 14.00
ob Ll i 14121832 25332052 3509 ., 7116 68.89%
mlz--> 50 100 150 200 250 300 350
Abundance #212284: 4-Methylheneicosane
57.0
5000 e —
13.50 14.00
‘ 9.0 267.0 m/z 43.10 67.74%
0 \“‘\ ‘\‘ ‘“‘\ ‘h‘ \“‘\ “L ih‘ \:‘&’\4\-}‘9\ } -}?Z‘(\‘)\ ] \‘L\ T \%1\0.\0\ T
miz--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0
—— —
13.50 14.00
5000 ITI/Z 85.10 47 .74%
9.0 4.0
ol ALy i vaer0zs0zen0
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T —
57.0 13.50 14.00
m/z 41.10 26.56%
5000
‘ 9.0
41.0
olsg L1 101s0ms0 2960 N
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.963 33.34 ng 856419  Chrysene-di12 14.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1985 (13.963 min): BF127920.D\data.ms (-1983) (- m/z 57.10 100.00%
57.1
5000
——
‘ ‘ 9‘1 4L y3a 14.00
ol A Al k 141-21832 2342 28033223 3701 ./, 43.10  72.45%
mlz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 T
14.00
m/z 71.10 70.79%
. L] 301800050 aes0 ss20
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #211086: Tridecane, 1-iodo-
57.0
—
14.00
5000 ITI/Z 85.10 51.59%
9.0 183.
olbidy e T w00
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T
57.0 14.00
m/z 41.10 27.90%
5000
239.0
mmWM”Hﬂ%%$HW@W¥WMH‘ o
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, 1-iodo-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.592 35.61 ng 914572  Chrysene-di12 14.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 87

Abundance Scan 2092 (14.592 min): BF127920.D\data.ms (-2089) (- m/z 57.10 100.00%
57.1
5000
T \
‘ | 1602 14.50
obrd i “‘ “w‘m P02 2392 8283 3994 n/z 71.10  68.89%
mlz--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 —— :
14.50
m/z 43.10 64.07%
\‘H |77 1690 2400
0\\‘T‘\‘ \‘\‘\“\“\“’\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #193302: Dodecane, 1-iodo-
57.0
T \
14.50
5000 m/z 85.10 48.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #132769: 2-Bromo dodecane ——
57.0 14.50
m/z 55.10 22.64%
5000
130 169.0
oL LT T me _—
m/z--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042622\
Data File : BF127920.D

Acqg On : 26 Apr 2022 18:46
Operator : CG\JU

Sample : N2502-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
3-Penten-2-one,... 4.581 11.3 ng 530786 1 6.940 939830 20.0
2-Pentanone, 4-... 5.193 14.3 ng 673346 1 6.940 0939830 20.0
Benzene, (1-met... 6.116 9.2 ng 430482 1 6.940 939830 20.0
Benzene, 1-ethy... 6.469 45.9 ng 2155540 1 6.940 939830 20.0
Benzene, 1-ethy... 6.628 57.6 ng 2709240 1 6.940 939830 20.0
Mesitylene 6.775 158.7 ng 7457860 1 6.940 939830 20.0
Benzene, 1,2,4-... 6.998 75.7 ng 3555560 1 6.940 939830 20.0
Benzene, 1-meth... 7.210 10.2 ng 478439 1 6.940 939830 20.0
Benzene, 2-ethy... 7.251 32.1 ng 1510390 1 6.940 939830 20.0
Benzene, 4-ethy... 7.398 11.9 ng 558750 1 6.940 939830 20.0
Benzene, 1-meth... 7.422 8.8 ng 415307 1 6.940 939830 20.0
Benzene, 1,2,4,... 7.728 8.8 ng 559448 2 8.222 1272150 20.0
Heptadecane 11.751 9.7 ng 533134 4 11.475 1103170 20.0
Dodecane, 2-met... 12.163 14.4 ng 794111 4 11.475 1103170 20.0
Heptacosane 12.557 21.5 ng 1185670 4 11.475 1103170 20.0
Nonadecane 13.286 52.5 ng 1349390 5 14.133 513697 20.0
4-Methylheneico... 13.633 53.8 ng 1380820 5 14.133 513697 20.0
Pentacosane 13.963 33.3 ng 856419 5 14.133 513697 20.0
Dodecane, 1-iodo- 14.592 35.6 ng 914572 5 14.133 513697 20.0
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