LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc :

ALS Vvial : 12 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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142006.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.393 205 221 227 rBV 2720001 7315048 30.85% 4.463%
2 3.987 308 322 328 rBV 9501793 23711150 100.00% 14.468%
3 5.475 568 575 584 rBV3 314679 705605 2.98% 0.431%
4 5.728 615 618 625 rVB 205271 291394 1.23% 0.178%
5 5.793 625 629 636 rVB 216207 292330 1.23% 0.178%
6 6.134 682 687 694 rVB4 146489 259350 1.09% 0.158%
7 6.410 730 734 737 rBV 602074 757043 3.19% 0.462%
8 6.481 742 746 753 rVB3 402835 713666 3.01% 0.435%
9 6.563 756 760 766 rVB 198428 280625 1.18% 0.171%
106 6.710 780 785 794 rVB2 1731048 2532020 10.68%  1.545%
11 6.840 798 807 809 rBV3 132087 284491 1.20% 0.174%
12 6.881 809 814 820 rBV3 861733 1293010 5.45% 0.789%
13 6.940 820 824 828 rVB 380625 454750  1.92% 0.277%
14 7.028 835 839 842 rBV3 218371 290766 1.23% 0.177%
15 7.063 842 845 850 rVB 506371 608365 2.57% 0.371%
16 7.145 850 859 864 rBV3 867571 1984958 8.37% 1.211%
17 7.198 864 868 875 rVB3 740457 1379973 5.82% 0.842%
18 7.269 875 880 885 rBv2 519796 845736  3.57% 0.516%
19 7.345 889 893 895 rBV 298168 401863 1.69% 0.245%
20 7.369 895 897 900 rVB 273515 264377 1.11% 0.161%
21 7.416 900 905 908 rBV2 887796 1313114 5.54% 0.801%
22 7.475 911 915 919 rVB 1557419 1993292 8.41% 1.216%
23 7.528 919 924 927 rVB4 420815 584225 2.46% 0.356%
24 7.569 927 931 932 rBV2 209759 268872 1.13% 0.164%
25 7.651 940 945 947 rBV 380144 582209 2.46% 0.355%
26 7.681 947 950 959 rVB2 764567 1287147 5.43% 0.785%
27 7.781 959 967 969 rBv4 471967 1059633 4.47% 0.647%
28 7.810 969 972 974 rBv4 247161 268655 1.13% 0.164%
29 7.839 974 977 981 rVB2 612174 872777 3.68% 0.533%
30 7.904 981 988 993 rBV3 1436159 3290918 13.88% 2.008%
31 7.951 994 996 1002 rVB4 417087 577417 2.44% 0.352%
32 8.004 1002 1005 1008 rVB 542730 567677 2.39% 0.346%
33 8.034 1008 1010 1013 rVB 444650 429527 1.81% 0.262%
34 8.069 1013 1016 1019 rBV2 212534 246201 1.04% 0.150%
35 8.145 1019 1029 1033 rBV3 3045459 6026185 25.41% 3.677%

36 8.192 1033 1037 1040 rVB 3884412 4993532 21.06% 3.047%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc :

ALS Vvial : 12 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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.251 1045 1047 1054 rVB3 404859 538758 2.27% 0.329%
38 8.334 1055 1061 1062 rBV4 296632 524474  2.21% 0.320%
39 8.363 1062 1066 1070 rVB2 843508 1051835 4.44% 0.642%
40 8.410 1070 1074 1076 rBV3 506383 693065 2.92% 0.423%
41  8.469 1076 1084 1088 rBV3 2427968 5014912 21.15% 3.060%
42 8.510 1088 1091 1094 rVV3 431077 472588 1.99% 0.288%
43  8.545 1094 1097 1100 rVV3 822284 943089 3.98% 0.575%
44  8.581 1100 1103 1109 rVV2 896337 1523370 6.42% 0.929%
45  8.628 1109 1111 1114 rVB 568349 582473  2.46%  ©.355%
46 8.669 1114 1118 1122 rBV 2158195 2685774 11.33% 1.639%
47  8.757 1129 1133 1137 rBV 2995482 3706520 15.63% 2.262%
48 8.798 1137 1140 1142 rVV3 708503 1017305 4.29% 0.621%
49 8.828 1142 1145 1150 rVV3 1421708 2317257 9.77% 1.414%
50 8.881 1150 1154 1158 rVB 3705865 4565885 19.26% 2.786%
51 8.986 1167 1172 1184 rBV2 3864919 7468774 31.50% 4.557%
52 9.122 1190 1195 1199 rVB3 885474 1626504 6.86% 0.992%
53 9.163 1199 1202 1203 rBV2 473933 518910 2.19% 0.317%
54 9.186 1203 1206 1212 rVB5 1220878 1852251 7.81% 1.130%
55 9.286 1220 1223 1225 rBV3 472271 559069 2.36% 0.341%
56 9.328 1225 1230 1234 rVV2 3708573 5565874 23.47% 3.396%
57 9.392 1238 1241 1244 rVB 874028 1081562 4.56% 0.660%
58 9.510 1257 1261 1265 rVB2 1662919 2596669 10.95%  1.584%
59 9.586 1270 1274 1276 rVV2 2690190 4279019 18.05% 2.611%
60 9.645 1280 1284 1287 rVVv4 2757493 4708771 19.86% 2.873%
61 9.704 1291 1294 1298 rVB2 1832835 2465338 10.40% 1.504%
62 9.786 1305 1308 1312 rBV3 1588657 2408983 10.16% 1.470%
63 9.857 1314 1320 1324 rVV2 3614531 6190276 26.11% 3.777%
64  9.922 1325 1331 1334 rBV6 1998070 4000075 16.87% 2.441%
65 9.963 1335 1338 1341 rVV 1297305 1628193 6.87% 0.993%
66 10.363 1403 1406 1413 rVB2 3448008 4920874 20.75% 3.003%
67 10.851 1484 1489 1496 rVB2 4968013 9411227 39.69% 5.742%
68 12.745 1808 1811 1817 rVB2 4021574 6139577 25.89% 3.746%
69 14.051 2030 2033 2036 rVB2 679106 798227 3.37% 0.487%
70 15.521 2280 2283 2302 rVB2 479542 1006095 4.24% 0.614%

Sum of corrected areas: 163891474
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Title

TIC Library

: 19 Mar 2025 15:15
: RC/JU
: 01598-01 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031925\
BF142006.D

: 12 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BF142006.D\data.ms

3.987

3.393

6.
5.475 55083  6.134 M

Time-->

N VN b
L L L I B L L L I L L L L L L L L L L L LN L B

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

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000
7

0

TIC: BF142006.D\data.ms

10.851
12.745

Time-->

— — — — — — 7
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BF142006.D\data.ms

\NOSJ.
15.521

—_—

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\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 1 Methyl Isobutyl Ketone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.393 113.15 ng 7315050 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 91
2 2-Hexanone 100 C6H120 000591-78-6 72
3 2-Hexanone, 4-hydroxy-5-methyl-3... 172 C10H2002 061141-74-0 50
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 38
5 3-Penten-2-one, 4-(acetyloxy)-, ... 142 C7H1003 038365-58-1 37
Abundance Scan 221 (3.393 min): BF142006.D\data.ms (-205) (-) m/z 43.05 100.00%
43.0
5000 58.1 /\
85.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ 10‘0'1 3.00 3.20 3.40 3.60 3.80
et e M/Z 5810 42.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4357: Methyl Isobutyl Ketone
43.0
5000 [TTTT [T T[T rrrrrT
58.0 3.00 3.20 3.40 3.60 3.80
85.0 100.0 m/z 57.10 31.74%
zol L]
L |
H‘HH‘H\\‘\H\‘H\\‘\\H‘HH‘\H\‘\\H’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4253: 2-Hexanone
43.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
58.0 3.00 3.20 3.40 3.60 3.80
5000 m/z 41.05 28.43%
29.0 ‘ ‘ g5.0 100.0
H‘17\5\.\0‘\\\‘\“\H\“M\\‘\\‘H“HH“H\\‘\\‘H’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #47142: 2-Hexanone, 4-hydroxy-5-methyl-3-propyl- R R N
43.0 3.00 3.20 3.40 3.60 3.80
m/z 85.10 24.33%
5000
58.0
27.0
72.0
100.0
H_Hw‘qu‘«MH_w“wu‘wuwgﬁeuu}HH_H‘VHH‘H‘ R aman
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 3 Benzene, 1-ethyl-2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.410 11.71 ng 757043  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 734 (6.410 min): BF142006.D\data.ms (-730) (-) m/z 105.10 100.00%
105.1
5000
120.1
‘\\\\‘\\\\‘\\\\’\\\\‘/\\\
411 g74 77.0 6.00 6.20 6.40 6.60 6.80
e R b 1402 06 0 31.00%
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 BEAREEEREE RN R
120.0 6.00 6.20 6.40 6.60 6.80

m/z 91.10 12.75%
77.0
150 390 590 " |

m/z--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 77 .05 12.42%
120.0
77.0
\\\.‘ \‘\ \3\9“.0\\‘\5\9‘.9‘\ T \M‘ T \‘} T ‘H‘\ T \“‘\ LI ’ T
m/z--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.10 10.22%
120.0
5000
39.0 77.0
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 4 Benzene, 1,2,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.710 39.16 ng 2532020 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 89
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 89
3 Mesitylene 120 C9H12 000108-67-8 55
4 Benzene, l-ethyl-3-methyl- 120 CO9H12 000620-14-4 50
5 Benzene, (1l-methylethyl)- 120 C9H12 000098-82-8 46
Abundance Scan 785 (6.710 min): BF142006.D\data.ms (-780) (-) m/z 105.10 100.00%
105.1
41 \\‘\\\/\\‘\\\\’/\\\\\‘\\\\‘
7.1 6.40 6.60 6.80 7.00
“M N H pud \hh .| L {'ﬁ'}l 142.2 m/z 57.10 47.08%

m/z--> 20 0 80 100 120 140
Abundance #10705.Benzene,LZ/LUknemyL
105.0
5000

6.40 6.60 6.80 7.00
m/z 43.10 44.22%

28.0 77.0
o 1310
\\\‘\‘\\\‘\\““\‘\‘\\\‘\\\\“H\\‘\“‘\\\\‘\\\
m/z--> 40 60 100 120 140
Abundance #10707:Benzene,LZ;}nhnemyL
105.0

6.40 6.60 6.80 7.00

5000 m/z 120.10  42.60%
90 77.0
‘¥§?‘\“‘M“¢§%9M S Y
miz--> 20 40 60 80 100 120 140 ﬁmﬂ JX
Abundance #10691: Mesitylene “_“AM“‘W“W“‘A
105.0 6.40 6.60 6.80 7.00

m/z 45.10  38.30%

5000
39.0 77.0 121.0
50 300 W S

m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 5 Benzene, cyclopropyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.063 9.41 ng 608365 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
2 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 76
3 Indane 118 C9H10 000496-11-7 74
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 845 (7.063 min): BF142006.D\data.ms (-842) (-) m/z 117.10 100.00%

117.1 n
5000
91.1
6.80 7.00 7.20 7.40
39.1 63.0
Ol el 1 bl 18721542 1 Ty yo 118,10 54.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl-
117.0
5000
91.0 6.80 7.00 7.20 7.40
51.0 m/Z 115.10 32.7500
T ’2\7‘{.9\“‘ T \“} \“‘H \Yﬂ."}ﬂ T \‘” T “‘\ T \“ L ‘ L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10185: (Z)-1-Phenylpropene
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 14.66%
91.0
51.0
T \’2\7‘\.(\)\“‘ T \“} \“‘HT?“.}P‘ T \‘} T “‘\ T \“ L ‘ L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10178: Indane
117.0 6.80 7.00 7.20 7.40
m/z 63.00 7.13%
5000
wouws m |
. Al " | I
e
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF031025.M Thu Mar 20 04:12:22 2025 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 6 Indene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.145 30.70 ng 1984960 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 94
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 2-Methylphenylacetylene 116 CO9H8 000766-47-2 87
5 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 81
Abundance Scan 859 (7.145 min): BF142006.D\data.ms (-850) (-) m/z 115.05 100.00%
1151
5000
57.1
39 89.1 1341 6.80 7.00 7.20 7.40
Lol 1842 16,05 91.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9543: Indene
116.0
5000 T T T T
6.80 7.00 7.20 7.40
m/z 105.05 51.88%
39.0 6:7-0 83.0 |
0 | T I " 0 i
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #9547: Benzene, 1-propynyl-
115.0
6.80 7.00 7.20 7.40
5000 m/z 57.10 22.54%
39.0 63.0 89.0
\\\‘\\\\“\\H\\"\\\\‘\‘\\\‘\\\"\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #9550: 3-Methylphenylacetylene N R ANRARERE SRR e
115.0 6.80 7.00 7.20 7.40
m/z 89.10 13.76%
5000 /h
63.0  89.0 K M
39.0
150 H‘f\ﬂw
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031925\

BF142006.D

: 19 Mar 2025 15:15
: RC/JU
: 01598-01 10X

: 12 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk skosk skok sk kok
7 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

Peak Number

R.T. EstConc Area Relative to ISTD R.T.
7.198 21.35 ng 1379970 1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 92
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 91
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1leH14 000934-74-7 91
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 91
Abundance Scan 868 (7.198 min): BF142006.D\data.ms (-864) (-) m/z 119.10 100.00%
119.1
5000 91.0 ANJ%
,\‘\\\\‘\\\\‘\\\\‘\\\\’\\
391 650 L 6.80 7.00 7.20 7.40 7.60
bl bl UL 39611581 7 105,10 52.73%
m/z--> 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
6.80 7.00 7.20 7.40 7.60
m/z 91.05 45.04%
91.0
15.0 L 39\'\0 . 65\0 I ‘ h“ \\“ 136.
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.05 44 .20%
91.0
41.0 65.0
T ‘ \‘\‘\ \“‘\ \‘\ T "\‘\ T \m‘ T \‘}‘\ ‘H‘\ \‘\“l T \1\‘\6.‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.05 14.80%
5000
91.0
39.0 650
150 L T T LU a3eo
m/z--> 20 40 80 100 120 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 8 Benzene, 1-methyl-4-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.269 13.08 ng 845736 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 56
2 Decane, 3-methyl- 156 C11H24 013151-34-3 52
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 25
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 25
5 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 25
Abundance Scan 880 (7.269 min): BF142006.D\data.ms (-875) (-) m/z 105.10 100.00%
105.1
57.1
5000
85.1
39 134.1
| ‘H ‘ | 7.00 7.20 7.40 7.60

el AL ‘M‘M ol 2282 Tm/z 57.10  68.44%

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

Abundance #17052: Benzene, 1-methyl-4-propyl-

105.0
5000 LR B R I R R
7.00 7.20 7.40 7.60
134.0 m/z 71.10  45.64%
77.0
\\\‘2\7‘\.0\\“\5\1‘\.(\)“\‘\\\M‘\\‘i\‘H‘\\‘\“\\\‘\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
\\\‘\\\\‘\\\\‘\\\\’\\\\
7.00 7.20 7.40 7.60
5000 85.0 m/z 41.10 44.09%
29.0
‘ 126.0
\\\‘\‘\\\“‘{\\h“\\“}\“}‘\\\H‘\\\\‘\“\\\‘\\1\5\6.‘0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17626: Benzeneacetaldehyde, .alpha.-methyl- A RAREE R
105.0 7.00 7.20 7.40 7.60
m/z 43.10 37.22%
5000
77.0 134.0
\\\‘2\7‘\-(\)\“\5\:,‘-\.?“\\\\M‘\\‘\\‘H\\\|\\\\‘\\\\‘\ T[T T T[T T[T TToT
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k 3k sk sk sk sk >k ok ok sk sk sk sk sk sk sk sk sk sk sk sk Sk sk sk sk sk sk ok sk sk sk sk sk sk sk sk sk ok sk sk sk Sk sk sk sk sk ok sk sk sk sk sk sk sk sk sk ok ok sk sk sk sk sk sk sk k ok ko
Peak Number 9 unknown7.904 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.904 10.92 ng 3290920 Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzene, 1l-methyl-4-(1-methyleth... 132 C1@H12 001195-32-0 46

2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 46
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 46
4 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 46
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 45

Abundance Scan 988 (7.904 min): BF142006.D\data.ms (-981) (-) m/z 117.10 100.00%
117.1

N

5000

5000
571 ot AR RARRR RN AR
39 F 7.60 7.80 8.00 8.20
S Uu Al u‘uw‘m Lib e i B11882 110,10 73.83%
m/z--> 40 60 80 100 120 140 160
Abundance #16175: Benzene, 1-methyl-4-(1-methylethenyl)-

117.0

3

7.60 7.80 8.00 8.20

m/z 115.05 64.32%

5

m/z--> 20 40 60 80 100 120 140 160
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
\\‘\\\\‘\\\\‘\\\\‘\\\\’
7.60 7.80 8.00 8.20
5000 m/z 132.05 33.83%
91.0
51.0 ‘
\\\‘\\\\“\ \\LJ\ “m?%”b‘ T \‘} T “w\\ ‘\‘U‘\‘\ ‘ T \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16113: 2,4-Dimethylstyrene
117.0 7.60 7.80 8.00 8.20
m/z 130.05 31.43%
5000
91.0
39.0
63.0
15.0 ‘ ‘ ‘
\\‘\‘\‘\\\w‘\\ \\H}M‘\\‘}\“H‘\\ ‘\‘U‘\‘\‘\\\\‘\\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF031025.M Thu Mar 20 04:12:27 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 10 unknown8.469 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.469 16.64 ng 5014910 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-(n-Butoxymethyl)acrylamide 157 C8H15N02 001852-16-0 25
2 DL-Proline, 5-oxo-, ethyl ester 157 C7H11NO3 066183-71-9 25
3 L-Glutamine tert-butyl ester 202 C9H18N203 041444-88-6 25
4 1-Methylcyclopropanecarboxylic acid 100 C5H802 006914-76-7 18
5 Piperidine 85 C5H11N 000110-89-4 9
Abundance Scan 1084 (8.469 min): BF142006.D\data.ms (-1076) (-) m/z 84.10 100.00%
84.1
55.1
5000
8.20 8.40 8.60 8.80
145.1 : : : :
S “‘Mm u!“‘ N - ,“‘1‘1‘2:1_ b A2 myz s5.10 75.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34349: N-(n-Butoxymethyl)acrylamide
55.0
84.0
5000 L L L L L B B
8.20 8.40 8.60 8.80
m/z 85.10 23.40%
27.0 ‘
\\\‘\“HH\\““H‘\\‘M“\\\\‘ ‘\\\’\]-\].\4\.‘()\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34261: DL-Proline, 5-oxo-, ethyl ester
84.0
\\\‘\\\\‘\\\\‘\\\\’\\\\
8.20 8.40 8.60 8.80
5000 m/z 100.05 18.65%
41.0
J | 1140 1570
\\\‘\\\\‘\\\\‘\\\\‘ \\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #78393: L-Glutamine tert-butyl ester
84.0 8.20 8.40 8.60 8.80
m/z 57.10 17.59%
5000
57.0
28.0
el A1L0 1420 i)
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 11 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.757 12.30 ng 3706520 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Nonadecane 268 C19H40 000629-92-5 72
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Dodecane 170 C12H26 000112-40-3 72
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 59

Abundance Scan 1133 (8.757 min): BF142006.D\data.ms (-1129) (-) m/z 57.10 100.00%
57.1

-

5000 85.1
\‘\\\\‘\\\\’\\\\‘\\\\‘\
| 1311 8.40 8.60 8.80 9.00
om‘WHM_“‘wm“‘_mwh‘wu‘hH_“l‘?ﬁlzwwww‘_m m/z 43.16  71.73%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
5000 T T T T T[T T T[T [TTIT]T
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 64.80%
“ \“\ H\ \‘\ Il \‘11\\30\14;0 1840
H\‘HH‘\H\‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158598: Nonadecane
57.0
\‘\\\\‘\\\\’\\\\‘\\\\‘\
8.40 8.60 8.80 9.00
5000 850 m/z 41.10  44.71%
29.0
\‘ \“ i HH\ ‘H\ \\‘11‘\\30\141016901970 268.(
\H‘HH‘\H ‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107217: Hexadecane L L L
57.0 8.40 8.60 8.80 9.00
m/z 85.10 40.71%
5000
85.0
29.0
‘\‘ ‘\ M\ H\ I \\‘113014101690 2260

m/z--> 20 40 60 80 100120140160180200220240260 8.40 8.60 8.80 9.00

8270-BF031025.M Thu Mar 20 04:12:30 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 12 Dodecane, 2,6,11-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.186 9.26 ng 1852250  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 58
2 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 50
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 47
4 Nonane, 2,3-dimethyl- 156 C1l1H24 002884-06-2 43
5 Oxalic acid, neopentyl nonyl ester 286 C16H3004 1000309-73-3 38

Abundance Scan 1206 (9.186 min): BF142006.D\data.ms (-1203) (-) m/z 71.10 100.00%

71.1
= T W
. ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
H ‘ o721 1271 ‘ 832 8.80 9.00 9.20 9.40 9.60
m,mwH_MwmJ‘w,"Mm‘lhw‘wmjﬁw“2“1‘2“2 m/z 57.10  91.74%

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

Abundance #90203: Dodecane, 2,6,11-trimethyl-

57.0
5000 [TT T T[T T T[T T T TTTr[rT
85.0 8.80 9.00 9.20 9.40 9.60
m/z 43.10 48.67%
290 169.0
\\\’\‘\‘\\“\\\ ‘\\Hl\“!\\\"\\‘1‘\‘\‘\:\'-\4.‘1\\()\\‘\\\\‘\]\.\gz\o\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170574: Sulfurous acid, nonyl pentyl ester
71.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
5000 43.0 m/z 85.10  38.42%
L 870 1270 1550 170,
\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl- e ABLRRESEEEEE
57.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 34.59%
5000
29.0 85.0
L M0 150 15300000
e e e A e [T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 13 Naphthalene, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.510 12.98 ng 2596670  Acenaphthene-die 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95

Abundance Scan 1261 (9.510 min): BF142006.D\data.ms (-1257) (-) m/z 156.10 100.00%
156.1

5000

=

9.50

187.1210.2

0! m/z 141.05 74.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000

L——
9.50
m/z 155.10 37.11%

115.0
27.0 51.0 o ‘ w‘\\\\‘\\\\‘\\\\‘\\

=

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
T \
9.50
5000 m/Z 115.10 17.06%
77.0
270 510 " 1020 128.0
\\\‘\‘\\\“\\“\\“H\\“!"\\‘\\“\.\\‘\‘\‘!‘\\‘i‘\\‘w‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33137: Naphthalene, 1,6-dimethyl- —
156.0 9.50

m/z 128.05 15.51%

77.0 115.0
270 510 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 14 Naphthalene, 1,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.586 21.39 ng 4279020  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95

Abundance Scan 1274 (9.586 min): BF142006.D\data.ms (-1270) (-) m/z 156.10 100.00%
156.1
5000 1911
57.1 115.1
851 ‘ A 9.50
S w‘ﬂu RN “‘ A ‘ww b k2222 m/z 141.05  94.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000 . :
9.50
m/z 191.10 39.46%
77.0 115.0
\\\‘2\7\.9\‘?,\]7\.\()“‘\\\‘\“‘\\\\‘\\\‘\‘\‘1‘\\“‘\\w‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
T 1 \
9.50
5000 m/Z 155.10 30.00%
115.0
77.0
\\\‘2\7\‘\0\‘\5\]-\.9‘\\\\h‘\\\\‘\\\‘i‘\‘!‘\\‘i‘\\‘w‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33150: Naphthalene, 2,3-dimethyl- B ‘
156.0 9.50
m/z 115.10 21.73%
5000
26.0 115.0
0 N W T N Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 15 Tridecane, 5-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.645 23.54 ng 4708770  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 64
2 Hexadecane 226 C16H34 000544-76-3 60
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 53
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 52

Abundance Scan 1284 (9.645 min): BF142006.D\data.ms (-1280) (-) m/z 71.10 100.00%

71.1
43.1
5000
132.1 159.1

W T
IR N Y

m/z 57.10 98.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 it —
9.50 10.00
85.0 m/z 43.10 80.08%
30.0 h L ‘ | H 1410 1830 9960
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
T ‘ T T ‘ T
9.50 10.00
5000 m/Z 85.10 51.32%
85.0
29.0
\‘ ||| 1130 1410 1600 226.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90207: Dodecane, 2,6,10-trimethyl- — T
57.0 9.50 10.00
m/z 55.10 46.52%
5000 85.0 /\W
29.0 127.0
_w\w_w_M_uw_ww\1‘529“1‘?‘3\9“””,”” S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF031025.M Thu Mar 20 04:12:35 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 16 Naphthalene, 1,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.704 12.33 ng 2465340  Acenaphthene-die 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 92
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 90
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 78

Abundance Scan 1294 (9.704 min): BF142006.D\data.ms (-1291) (-) m/z 141.05 100.00%

141.1
57.1
5000
115.1
85.1 174.1

T ‘ T
9.50 10.00

0l 204.2 m/z 156.10  93.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
5000
9.50 10.00

m/z 57.10 58.07%

970 510 76.0 11‘5.0
\H‘\‘\‘M\“\\“H“H‘HH!M‘\‘\‘H“H\H\“!‘\ \‘i‘\ \‘U‘“HH‘\H\‘\\H‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0

T ‘ T
9.50 10.00
5000 m/z 145.05  43.75%

77.0 115.0
\\\\‘2\7\.\()\“\5\]‘_\‘\0‘”\‘\”“\\\\‘\\\‘\‘\‘1‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

#33153: Naphthalene, 2,6-dimethyl- T
156.0 9.50 10.00

m/z 115.10 34.56%

h M%
115.0

270510 700 1, )l
R R R o R s S R AR — —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 17 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.857 30.95 ng 6190280  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 89
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 86
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 1320 (9.857 min): BF142006.D\data.ms (-1314) (-) m/z 57.10 100.00%

57.1
5000 AhﬁvAﬁmﬂﬂﬂﬁww/%m&AJ
99 1 ‘ T T ‘ T
‘ ‘ ‘ 145.1 212.2 9.50 10.00
ob b bl bl Aee  mjz 71.10 71.00%
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 — —
9.50 10.00
m/z 43.10 69.57%
99.0
]\_8\‘d\ ‘ “\ ‘!‘ \“‘\ ““ \“ \%4\‘]“‘9\ T \2‘1\‘2.\0\ T ‘ L ‘ LI
m/z--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
‘ T T ‘ T
9.50 10.00
5000 m/z 85.10 49.08%
7.0
T “‘\ \L“ I \‘H“\ i“‘ \’%4\;.‘0\ ]\_8\2\0‘ T \2\5‘2.\0\ T \32\5\'
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane I —
57.0 9.50 10.00
m/z 41.10 39.81%
o M
99.0
50 | || T — S
m/z--> 50 100 150 200 250 300 9.50 10.00

8270-BF031025.M Thu Mar 20 04:12:37 2025 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 18 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.363 24.60 ng 4920870  Acenaphthene-d10 9.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 1406 (10.363 min): BF142006.D\data.ms (-1403) (- m/z 57.10 100.00%
57.1
99 1 ‘ T T ‘ T
10.00 10.50
1441
ob— \MH bi “ R ‘18‘3‘2‘ 2263 —— m/z 71.10  71.91%
miz--> 50 100 150 200 250
Abundance #107216: Hexadecane
57.0
5000 ! 1
10.00 10.50
m/z 43.10 66.64%
1sd | || 5° 1400 se30 2260
T T T \ ‘ T \ \ ‘ T T T T ‘ T T \ T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
‘ T T ‘ T
10.00 10.50
5000 m/z 85.10 51.08%
99.0
za\o | i, 1410 1980
T T T T T T T T ‘ T T \ \ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane — T
57.0 10.00 10.50
m/z 41.10 34.96%
5000
99.0
26\10‘\ ‘\ H\ h\ h‘ u \?‘410 1830 225.0 296.(
e e — :
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 19 Dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.851 20.00 ng 9411230  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 5,5-Dibutylnonane 240 C17H36 006008-17-9 86
4 Tridecane, 5-propyl- 226 C16H34 055045-11-9 80
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
Abundance Scanl489(10851rnn0 BF142006.D\data.ms (-1484) (- m/z 57.10 100.00%
57.1
5000 85.1 W
113.1 10%6 ilbd
141.1 : . !
om‘WH\‘;HUW‘MHw!“_“wH_J‘w‘m?‘l‘?’ﬁ?‘”{f“?w m/z 71.1e 85.91%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45479: Dodecane
43.0
71.0
5000 P e
10.50 11.00
m/z 43.10 60.41%
“ \‘ H\ \‘ 9901270 17(\)0
HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107219: Hexadecane
57.0
‘ T T ‘ T
10.50 11.00
5000 85.0 m/z 85.10 42.01%
290 113.0
L [ 14101600107 02260
HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123962: 5,5-Dibutylnonane T T
57.0 10.50 11.00
m/z 41.10 30.06%
5000 85.0
29.0 183.0
113.0
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 20 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.745 153.83 ng 6139580 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 47
Abundance Scan 1811 (12.745 min): BF142006.D\data.ms (-1808) (- m/z 73.10 100.00%
129.1
5000
185.1 241.2
284.3 I
T ‘ T T ‘ T
‘ ‘ 12.50 13.00
36 L w“w Joda b bl 18452 s 43.18 85.95%
m/z--> 50 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid
43.0
5000 1 T
1290 284.0 12.50 13.00
3.0 m/z 60.10 78.19%

‘ h 185.0 241.0
\\‘\UM_H HH \M\h\‘ \‘ ‘\ \‘\‘\" \‘\‘\ \‘ ‘\\\‘\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
J‘L

‘ T T ‘ T
12.50 13.00
5000 129.0 m/z 57.10 70.07%
199.0 2420
. w\h”‘\\‘\u\‘““““"H‘ e I
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid —7 T
60.0 12.50 13.00
m/z 41.10 65.66%
5000 129.0
171.0 213.0 256.0
A T T
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF142006.D

Acqg On : 19 Mar 2025 15:15
Operator : RC/JU

Sample : Q1598-01 10X

Misc :

ALS Vvial : 12  Sample Multiplier: 1
Quant Title

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Methyl Isobutyl... 3.393 113.2 ng 7315050 1 6.881 1293010 20.0
Benzene, 1l-ethy... 6.410 11.7 ng 757043 1 6.881 1293010 20.0
Benzene, 1,2,4-... 6.710 39.2 ng 2532020 1 6.881 1293010 20.0
Benzene, cyclop... 7.063 9.4 ng 608365 1 6.881 1293010 20.0
Indene 7.145 30.7 ng 1984960 1 6.881 1293010 20.0
Benzene, 2-ethy... 7.198 21.4 ng 1379970 1 6.881 1293010 20.0
Benzene, 1l-meth... 7.269 13.1 ng 845736 1 6.881 1293010 20.0
unknown?7.904 7.904 10.9 ng 3290920 2 8.163 6026190 20.0
unknown8.469 8.469 16.6 ng 5014910 2 8.163 6026190 20.0
Tridecane 8.757 12.3 ng 3706520 2 8.163 6026190 20.0
Dodecane, 2,6,1... 9.186 9.3 ng 1852250 3 9.928 4000080 20.0
Naphthalene, 2,... 9.510 13.0 ng 2596670 3 9.928 4000080 20.0
Naphthalene, 1,... 9.586 21.4 ng 4279020 3 9.928 4000080 20.0
Tridecane, 5-pr... 9.645 23.5 ng 4708770 3 9.928 4000080 20.0
Naphthalene, 1,... 9.704 12.3 ng 2465340 3 9.928 4000080 20.0
Pentadecane 9.857 30.9 ng 6190280 3 9.928 4000080 20.0
Hexadecane 10.363 24.6 ng 4920870 3 9.928 4000080 20.0
Dodecane 10.851 20.0 ng 9411230 4 11.422 9411230 20.0
Octadecanoic acid 12.745 153.8 ng 6139580 5 14.051 798227 20.0
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