LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc :

ALS vial : 7 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136693.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.857 124 131 137 rBV 254004 417971  5.49% 1.816%
2 3.457 203 233 236 rBv 258251 1616036 21.24% 7.022%
3 3.851 296 300 305 rVB 79817 100980 1.33% 0.439%
4 5.381 555 560 561 rBV 241200 241612 3.17% 1.050%
5 5.392 561 562 564 rVwV 177278 137536 1.81% 0.598%
6 5.422 564 567 574 rVB 922797 819776 10.77% 3.562%
7 5.634 600 603 606 rBV 193296 169678 2.23% 0.737%
8 6.3106 715 718 721 rBV2 126012 111676 1.47% ©.485%
9 6.381 726 730 734 rVB2 79258 85137 1.12% 0.370%
10 6.428 734 738 742 rBV 551261 502485 6.60% 2.183%
11 6.604 765 768 773 rBV2 205493 204733 2.69% 0.890%
12 6.781 793 798 802 rBV 513441 424526 5.58% 1.845%
13 6.833 805 807 810 rBV 113618 103337 1.36% 0.449%
14 6.957 826 828 831 rVB 139666 99297 1.30% 0.431%
15 7.098 847 852 854 rBV2 85962 92463 1.22% 0.402%
16 7.316 883 889 890 rBV 202694 201721 2.65% 0.877%
17 7.345 890 894 897 rVV 1445339 1304503 17.14% 5.668%
18 7.545 922 928 931 rBV 68033 77821 1.02% ©.338%
19 7.728 957 959 965 rVB3 74461 85498 1.12% 0.372%
20 7.798 968 971 974 rVvVv2 175536 172224 2.26% 0.748%
21 8.057 1009 1015 1017 rVV 630340 596225 7.83% 2.591%
22 8.769 1134 1136 1139 rVB 155212 108771 1.43% 0.473%
23 8.869 1148 1153 1156 rBV 123569 98969 1.30% 0.430%
24 9.139 1194 1199 1202 rBV 2249263 1975902 25.96% 8.586%
25 9.469 1252 1255 1258 rVWV 91768 84845 1.11% 0.369%
26 9.780 1305 1308 1311 rBv2 57223 92523 1.22% 0.402%
27 9.816 1311 1314 1317 rVB 506416 433215 5.69% 1.882%
28 10.051 1350 1354 1365 rVB4 89085 178023 2.34% 0.774%
29 10.604 1442 1448 1452 rBV 880673 855524 11.24% 3.717%
30 10.733 1466 1470 1477 rBV3 79753 138905 1.83% 0.604%
31 11.304 1563 1567 1570 rBV 467198 372471 4.89% 1.618%
32 11.345 1572 1574 1577 rVB 125854 91740 1.21% 0.399%
33 11.480 1594 1597 1601 rBV 1149788 1013288 13.32% 4.403%
34 11.839 1654 1658 1662 rBV 84216 87417 1.15% ©.380%

6.

35 12.904 1834 1839 1842 rBV 1725513 1606973 21.12%
36 13.133 1876 1878 1881 rBV3 91949 130424 1.71% 0.567%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.262 1897 1960 1903 rBV 147420 181844  2.39% ©.790%
38 13.957 2016 2018 2024 rVB 359677 388108 5.10% 1.686%
39 17.303 2578 2587 2616 rVB2 1431227 7610008 100.00% 33.067%

Sum of corrected areas: 23014185
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Dec 2023 19:12
¢ CG\JU
. 05791-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
BF136693.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

o

TIC: BF136693.D\data.ms

7.345

5.422

2.857 3.457 % 5.634

3.851

Time-->

~ N
LR LA LI L L L L L L L I L L L L L L L L L B L B L BB D L B R B IR R I

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

2000000

1500000

1000000

500000

TIC: BF136693.D\data.ms
9.139

12.904

11.480

0
Time-->

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

Abundance

2000000

1500000

1000000

500000

TIC: BF136693.D\data.ms

17.803

13.957

Time-->

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.857 19.69 ng 417971  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 90
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 45
3 Furazan-3-ol, 4-amino- 101 C2H3N302 159013-90-8 9
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 9

Abundance Scan 131 (2.857 min): BF136693.D\data.ms (-124) (-) m/z 43.00 100.00%

43.0
5000 101.1
R A EEEE L R
‘ 58.1 72"1 86.0 2.60 2.80 3.00 3.20
Obrrrperer et el e 880 m/z 101.10  44.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9273: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 LB e
2.60 2.80 3.00 3.20
72.0 m/z 42.05 23.91%
59.0
| 15020 | % 860 1150
H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
T
101.0 2.60 2.80 3.00 3.20
5000 29.0 m/z 41.05 17.16%
72.0
57.0
15.0 87.0
Ot et s bl e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4498: Furazan-3-ol, 4-amino- e e N RRRRRE
43.0 101.0 2.60 2.80 3.00 3.20
710 m/z 72.10 16.23%
5000
58.0
0“w‘H‘_‘HM‘HMH‘WJLM‘HJW‘H‘HM‘H‘wlu‘_‘uw‘ EREEEEEEEY  F
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Propylene Glycol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.457 76.13 ng 1616040 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9
Abundance Scan 233 (3.457 min): BF136693.D\data.ms (-203) (-) m/z 45.10 100.00%
45.1
5000 ///w¥
e RAARNEERRE S
61.0 3.20 3.40 3.60 3.80
O el i L8O 950 /7 43,00 19.76%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1083: Propylene Glycol
45.0

5000 R RRee o saas
3.20 3.40 3.60 3.80

m/z 61.00 6.03%

29.0
150 0 80 46,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
45.0

HH‘HH‘HH‘HH‘\H

3.20 3.40 3.60 3.80
5000 m/z 44.10 4.98%

.

TR T T A

3.20 3.40 3.60 3.80
m/z 42.10 3.23%

o

19,0 31.0 610 750
ol 780

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5317: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0

m/z-->

5000
180 | \0 | 61.0
0 H\‘m‘\”J‘w“w"”\‘”‘\”“w“w“ww‘”‘\”

10 20 30 40 50 60 70 80 90 100

3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2,5-Norbornadiene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.851 4.76 ng 100980 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Norbornadiene 92 C7H8 000121-46-0 91
2 Toluene 92 C7H8 000108-88-3 91
3 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 90
4 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 83
5 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 64
Abundance Scan 300 (3.851 min): BF136693.D\data.ms (-296) (-) m/z 91.00 100.00%
91.0
5000
R AREEEREY S
390 g ©°0 . 3.60 3.80 4.00 4.20
0‘“‘H“‘H“‘HiM‘M‘H;H‘yﬂim“‘ﬁ“‘HWH‘u“ m/z 92.05 58.81%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2768: 2,5-Norbornadiene
91.0
5000 660 L B I L LI LN B
3.60 3.80 4.00 4.20
39.0 m/z 65.00 14.76%
27.0 ‘ 51.0
O\\‘\\\\‘\\{‘\‘\\\‘1}‘\\\\“i\\\“\‘\\‘\‘\\7\7\.(‘)\\\\‘i\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
91.0
e e e
3.60 3.80 4.00 4.20
5000 m/z 39.00 11.32%
39.0 65.0
o 27.0 510 77.0
R R R o e e o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2773: 1,3,5-Cycloheptatriene
91.0 3.60 3.80 4.00 4.20
m/z 63.00 8.09%
5000
39.0 65.0
0 15.0 27\0 [ NP 5?\-‘0 \‘ | 77.0 i
R L A AREmEn R AANEEEEEY
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12

Operator : CG\JU

Sample : 05791-01

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Benzene, 1l-ethyl-3-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.310 5.26 ng 111676 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Mesitylene 120 CS9H12 000108-67-8 86
Abundance Scan 718 (6.310 min): BF136693.D\data.ms (-715) (-) m/z 105.05 100.00%
105.1
5000
120.1 A
e e
430 77.0 6.00 6.20 6.40 6.60
] S w ﬁ# bl 1400 06,00 31.95%
mfz--> 20 80 100 120 140
Abundance #10720.Benzene,l%ﬁhyLS—methW—
105.0
120.0 6.00 6.20 6.40 6.60
m/z 43.05 15.48%
77.0
39.0
0 \\\‘\\\\“\\\5\9‘9\‘\\\M’\\‘}\"1‘\\‘\““\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance
105.0
B EEBERARRwEeSE et
6.00 6.20 6.40 6.60
5000 m/z 57.05 15.24%
120.0
39.0 77.0
59.0
1) SRR U ROk R 1| HEY [N
m/iz--> 20 40 60 80 100 120 140
Abundance #10728: Benzene, 1-ethyl-4-methyl- S R e
105.0 6.00 6.20 6.40 6.60
m/z 77.00 12.59%
5000
120.0
77.0
ol 50 . 390 590 T o ) o
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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, 1,2,3-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.833 4.87 ng 103337 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 807 (6.833 min): BF136693.D\data.ms (-805) (-) m/z 105.05 100.00%
105.1
39.0 57.0 77.1 91.0 6.60 6.80 7.00 7.20
0 HwwHH_m‘pm‘Mm_mmMw‘mH_‘e!wm“uwm m/z 120.10  40.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.60 6.80 7.00 7.20
770 m/z 77.10 12.49%
51.0 ™ 91.0
O H‘H\\‘\2\\7\.‘0\\\\“H\\i‘{‘\\}“\‘\‘H‘H\‘H‘HH“HH‘\Ml\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
6.60 6.80 7.00 7.20
m/z 91.00 10.89%
5000 120.0 /
77.0
. 15.0 39.0 63.0 91.0
R R ARARAE o R e A e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.10 9.13%
5000
120.0
77.0 91.0
o150 L B B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12

Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Indane

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.957 4.68 ng 99297 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1@ 1000191-13-7 72
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
5 Deltacyclene 118 C9H1e 007785-10-6 53
Abundance Scan 828 (6.957 min): BF136693.D\data.ms (-826) (-) m/z 117.05 100.00%
117.1
5000
Aol
390 579 17, 9L.0 6.60 6.80 7.00 7.20
Ot et et el m/z 118.18  52.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 L L EL LI L I N B
6.60 6.80 7.00 7.20
m/z 114.95 35.01%
300 630 91.0
0 0" T 770 1040 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
117.0
6.60 6.80 7.00 7.20
m/z 91.00 15.06%
5000 910 /
39.0 65.0
. 52.0 B0 040
T
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 6.60 6.80 7.00 7.20
m/z 116.10 7.82%
5000 91.0
30 650 780
Obrer 280, RO T T 1040 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 9 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.098 4.36 ng 92463  1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
Abundance Scan 852 (7.098 min): BF136693.D\data.ms (-847) (-) m/z 119.10 100.00%
119.1
5000
91.0
39.0  65.0 | 135.1 6.80 7.00 7.20 7.40
0L bl LTI 2 165,10 48.96%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
6.80 7.00 7.20 7.40
910 m/z 134.05 42.60%
T \1\5‘\-? T ‘\ \3\9‘"0\ T ‘\‘ T ‘6‘15“.\0\ \‘H‘ T ‘\' | ‘1‘ T M T \l??‘ow
miz--> 0O 20 40 60 80 100 120 140
Abundance
119.0
6.80 7.00 7.20 7.40
5000 m/z 90.95 36.83%
91.0
150 390 50 135.0
S M R Kl it
m/z--> 0 20 40 60 80 100 120 140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 13.45%
5000
91.0
39.0 650 | 1%5.0
o N Y W R AT “M ——
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF122023.M Sat Dec 23 05:58:29 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12

Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: 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 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.545 2.61 ng 77821  Naphthalene-d8 8.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 928 (7.545 min): BF136693.D\data.ms (-922) (-) m/z 119.10 100.00%
119.1
5000 134.1
9o 7.20 7.40 7.60 7.80
39.0 77.0 . . . .
63.0 105.0
Ottty sl b m/z 134,05 41.44%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000
7.20 7.40 7.60 7.80
910 m/z 91.00 17.88%
39.0 77.0 %
O \‘\H‘\‘HH“‘H\\5“:\3‘\\()\‘\\‘\\‘H\‘\“HH“\\H]‘-S)\?\?\\‘\Ml\\\\‘\‘\‘\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
134.0 7.20 7.40 7.60 7.80
5000 m/z 120.10 10.11%
91.0
39.0 530 77.0 105.0
Obrprrdeprrr e e et e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80
m/z 133.05 9.02%
5000 134.0
91.0
S LI
m/z--> 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80

8270-BF122023.M Sat Dec 23 05:58:30 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.728 2.87 ng 85498 Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 72
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 72
5 4-Methyl-4-phenyltetrahydro-2H-p... 176 C12H160 067768-01-8 72
Abundance Scan 959 (7.728 min): BF136693.D\data.ms (-957) (-) m/z 117.05 100.00%
117.1
5000
300 °70  g11 UU ‘ 7.40 7.60 7.80 8.00
Ol S Ml 170 135,05 40.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 ﬂu‘uu‘uu‘uj\u‘uu’
7.40 7.60 7.80 8.00
m/z 115.05 22.14%
39.0 65.0 91.0
O\‘\‘\\\"\\“”\“‘U\\\“‘\\“\\‘W\ \h‘”w\‘\\]\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117.0
7.40 7.60 7.80 8.00
5000 m/z 131.05 21.36%
390 450 910
ol el e 2990
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16119: Benzene, 2-butenyl-
117.0 7.40 7.60 7.80 8.00
m/z 116.00 12.82%
5000 91.0
39.0
65.0
0 el
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

8270-BF122023.M Sat Dec 23 05:58:31 2023 Page: 12



Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

¢ Z:\svoasrv\HPCHEM1\BNA_F\D

BF136693.D

: 22 Dec 2023 19:12
¢ CG\JU
. 05791-01

: 7 Sample Multiplier: 1

Library Search Compound Report

ata\BF122223\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 12 o-Cymene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
798 ssng 172224  Naphthalene-ds 8.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1o-cymene 134 Cclma 000527-84-4 60
2 p-Cymene 134 CleH14 000099-87-6 60

3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14

4 Benzene, 1,2,3,5-tetramethyl-

5 1-Phenyl-1-butene

134 CleH14
132 C1eH12

000535-77-3 60
000527-53-7 53
000824-90-8 42

Abundance Scan 971 (7.798 min): BF136693.D\data.ms (-968) (-)
119.1
5000
91.0
390 650 ‘ ‘
) S - NW“ﬁu‘ue"N“l‘lw%‘?%“‘
m/z--> 20 40 60 80 100 120 140
Abundance #16991: 0-Cymene
119.0
5000 91.0
39.0 65.0 ‘
0 \1\5‘\‘0‘ T “‘ T \“i‘ \““1‘\ T \‘H‘ - “H‘\ T ‘\‘H T }?’?‘o\ T
m/z--> 20 40 60 80 100 120 140
Abundance
119.0
5000
91.0
410 650 135.0
r-rr—r—
m/z--> 20 40 6 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
91.0 ‘
o150 A0 R e B0
m/z--> 20 40 60 80 100 120 140

m/z 119.05 100.00%

=

7.40 7.60 7.80 8.00 8.20

m/z 117.05 68.28%

—

7.40 7.60 7.80 8.00 8.20

m/z 134.05 39.07%

=

7.40 7.60 7.80 8.00 8.20

m/z 132.00  25.36%
7.40 7.60 7.80 8.00 8.20
m/z 115.00  24.41%

=

7.40 7.60 7.80 8.00 8.20

8270-BF122023.M Sat Dec 23 05:58:32 2023

Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Naphthalene, 2,3-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.469 3.92 ng 84845  Acenaphthene-dile 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1255 (9.469 min): BF136693.D\data.ms (-1252) (-) m/z 156.05 100.00%
156.1
5000 JL\ J\
115.0 “W“A“H“A‘W“H
510 76.1 ‘ | M 9.20 9.40 9.60 9.80
Ol ettt bl e bl A9L3 7 141 00 83.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
9.20 9.40 9.60 9.80
115.0 m/z 155.10 29.36%
270,800,700 | ) )
0H\\‘\‘H\“\\‘\\‘M\‘\“\“\\‘H“\H\‘\‘H\‘H‘ [T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0 }\
‘ﬁ““nwwfﬂww
9.20 9.40 9.60 9.80
5000 ITI/Z 115.00 22.21%
115.0
ol 27.0 510 7.0
LA i o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33158: Naphthalene, 1,3-dimethyl- A RRREEEE SR ek
156.0 9.20 9.40 9.60 9.80
m/z 153.05 17.99%
5000
27.0 51.0 76.0 115.0
0“‘MM;"_‘W‘Jh‘w‘mu‘p‘uh‘ﬂw‘w‘ﬂ““H“‘H““H
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF122023.M Sat Dec 23 05:58:33 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl1©.051 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.051 8.22 ng 178023  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxy[2-oxocyclohexylidene]ace... 170 C8H1004 1000409-59-0 38
2 3,6,9,12,15-Pentaoxanonadecan-1-01 294 C14H3006 001786-94-3 35
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 35
4 4-Chlorophenethyl alcohol, methy... 170 C9H11C1l0 1000365-11-4 32
5 Pentaethylene glycol 238 C10H2206 004792-15-8 25
Abundance Scan 1354 (10.051 min): BF136693.D\data.ms (-1350) (- m/z 45.05 100.00%
69.0
113.1
5000
170.1 s ‘
| ohodd s
Obre ittt 24200 L2071 s 69 08 67.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45889: Hydroxy[2-oxocyclohexylidene]acetic acid
45.0
125.0
5000 —— ‘
170.0 10.00
8.0 96.0 m/z 113.05 56.89%
O \\\‘\\\\“i‘\‘\ \\““\‘\\‘\‘h‘\\\‘\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45.0
PRGN
10.00
5000 m/z 41.10 36.17%
89.0
0., 230 67.0 133.0 1630
e R e EARAREa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- —— ‘
45.0 10.00
m/z 89.00 25.75%
5000
89.0
ob 289l L 1L Il 1, 1199, 300
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00

8270-BF122023.M Sat Dec 23 05:58:34 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Hexadecane, 2,6,11,15-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.733 7.46 ng 138905 Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 80
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
4 Tetracosane 338 C24H50 000646-31-1 64
5 Decane, 2-methyl- 156 C11H24 006975-98-0 64

Abundance Scan 1470 (10.733 min): BF136693.D\data.ms (-1466) (- m/z 57.05 100.00%

57.0
5000
—— —
‘ H ‘ 113.1 1690 10.50 11.00
0l b, I — pa20z m/z 71.05 68.00%
miz--> 50 100 150 200 250
Abundance #176404: Hexadecane, 2,6,11,15-tetramethyl-
43.0
5000 S —
10.50 11.00
85, m/z 43.10 57.31%
27.0 169.0
O\\\H“\“‘ \H‘\‘ \HF-\\\ \‘\\\21\1\0 2\67\0\
miz--> 50 100 150 200 250
Abundance
57.0
—— —
10.50 11.00
5000 m/Z 85.10 28.11%
27.0 99.0 169.0
0 135.0 248.0
; e e R
m/z-> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- — ——
57.0 10.50 11.00
m/z 41.10 27.90%
- WLA
113.0
27.0
oL 0L L L LT asant830  asaopep TYT T
miz--> 50 100 150 200 250 10.50 11.00

8270-BF122023.M Sat Dec 23 05:58:34 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Propenoic acid, 2-methyl-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.480 54.41 ng 1013290  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, 2-methyl-, 1,2... 286 C14H2206 000109-16-0 91
2 Diethyleneglycol dimethacrylate 242 C12H1805 002358-84-1 56
3 2-Propenoic acid, 2-methyl-, oxy... 330 Cl6H2607 000109-17-1 47
4 5-Ethylthiazole 113 C5H7NS 017626-73-2 32
5 4-Methylamino-2(5H)-furanone 113 C5H7NO2 1000427-45-5 32

Abundance Scan 1597 (11.480 min): BF136693.D\data.ms (-1594) (- m/z 113.05 100.00%

69.0 113.1
41.0
5000

‘ 11 50

143.0
ek e b 143017212001 2402 g 6p  g7.35%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #180917: 2-Propenoic acid, 2-methyl-, 1,2-ethanediylbis(
113.0
69.0
5000

41.0 1150
' m/z 41.05 52.77%

15.0 \‘m | 143017202000
H\‘HH‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
690 1130

o

41.0 ll 50
5000 m/z 112.00 16.21%
o2 b A20 1800 2140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #236326: 2-Propenoic acid, 2-methyl-, oxybis(2,1-ethane :
113.0 11.50

m/z 39.05 12.33%

5000
69.0
0 4.0 | || 1430 1850 216.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11 50

8270-BF122023.M Sat Dec 23 05:58:35 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Tridecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.839 4.69 ng 87417  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Undecanoic acid 186 C11H2202 000112-37-8 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 1658 (11.839 min): BF136693.D\data.ms (-1654) (- m/z 43.10 100.00%
43.1 73.1
5000
— —
11.50 12.00
Y — m/z 73.10  94.21%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #92063: Tridecanoic acid
2
43.0 730
.
5000 129.0 {ropeagphan i
11.50 12.00
171.0 m/z 60.00 92.91%
L wme aw
O:I\-ﬁ.‘o\‘}\\‘“‘\\u\“\M\‘\“H!‘\\‘}H“‘th‘\‘\‘\\“H}\“HM‘\‘H\‘H\‘\‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
60.0
11.50 12.00
5000 m/z 57.05 71.98%
29.0 129.0
97.0 157.0186:0
R e r L TS| N N AN S
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #109281: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 55.00 64.47%
5000
129.0
185.0 228.0
101.0 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 18 Sulfurous acid, butyl decyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.133 6.72 ng 130424  Chrysene-di12 13.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 64
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 64
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 64

Abundance Scan 1878 (13.133 min): BF136693.D\data.ms (-1876) (- m/z 57.10 100.00%
7.1

5
5000

T
13.00 13.50

7.1 2921
0.|l,|l%.“’.305-3 m/z 43.10  66.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
5000 — —
13.00 13.50

m/z 85.10 52.23%

| ‘H 141.0
M”HM‘”LWJ\HH!HH\H‘WH‘WH‘WH‘W‘HW‘HW‘H‘MH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

T
13.00 13.50

o

5000 ITI/Z 71.10 47 .24%
127.0  239.0
Ol H e e A e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — 7
57.0 13.00 13.50
m/z 55.10  28.51%
5000 M
o /] 1 || £27:0197.0267.0337.0407.0 491.0562.0
R B e R AR S e  ARAR —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.262 9.37 ng 181844  Chrysene-di12 13.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Eicosane 282 C20H42 000112-95-8 72
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 68
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64

Abundance Scan 1900 (13.262 min): BF136693.D\data.ms (-1897) (- m/z 57.10 100.00%

57.1
5000
7.1

——
13.00 13.50
141.1 1891 2631 .
ol b Ll 270 TP 2293 90503011338 1, 43,10 60.60%
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 — —
13.00 13.50

m/z 71.10  55.96%

99.0
LA 141.0 183.0 225.0 267.0 338.(
\\\’\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300
Abundance
57.0

T
13.00 13.50

o

5000 m/z 85.10 44 ., 30%
99.0
0 141.0 183.0 225.0 282.0 W\/WWW
e T e T
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- —— —
57.0 13.00 13.50

m/z 55.10  29.45%

5000 NMJM4WWWWJWfANWWJ\ﬂM
I

‘ 99. .0
ol dul b L) 1410 310.0

T ‘ ‘
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heneicosane, 1l-pentyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.303 392.16 ng 7610010  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 97
2 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2587 (17.303 min): BF136693.D\data.ms (-2578) (- m/z 57.10 100.00%
57.1
5000 M
T R
‘ ‘ iﬁ 169.2 225.3 308.4 17.00 17.50
ol AhlL T, 1692 2253 30843514 4074 1" 7110 go.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246480: Tetracosane
57.0
5000 — e
17.00 17.50
m/z 43.10 54.75%
oL L M0 1690 2250 2810 3380
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
— ——
17.00 17.50
5000 m/z 85.10 52.31%
224.0
0 ' 338.0
e O L e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- “ T
57.0 17.00 17.50
m/z 55.10 24.33%
ol ‘L “\\ 77 1690 2250 gg10 3650
ey ""‘“""““““““““““““‘ — —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136693.D

Acqg On : 22 Dec 2023 19:12
Operator : CG\JU

Sample : 05791-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
1,3-Dioxolane, 2.857 19.7 ng 417971 1 6.781 424526 20.0
Propylene Glycol 3.457 76.1 ng 1616040 1 6.781 424526 20.0
2,5-Norbornadiene 3.851 4.8 ng 100980 1 6.781 424526 20.0
Benzene, 1-ethy... 6.310 5.3 ng 111676 1 6.781 424526 20.0
Benzene, 1,2,3-... 6.833 4.9 ng 103337 1 6.781 424526 20.0
Indane 6.957 4.7 ng 99297 1 6.781 424526 20.0
Benzene, 4-ethy... 7.098 4.4 ng 92463 1 6.781 424526 20.0
Benzene, 1,2,4,... 7.545 2.6 ng 77821 2 8.057 596225 20.0
1H-Indene, 2,3-... 7.728 2.9 ng 85498 2 8.057 596225 20.0
o-Cymene 7.798 5.8 ng 172224 2 8.057 596225 20.0
Naphthalene, 2,... 9.469 3.9 ng 84845 3 9.816 433215 20.0
unknown10.051 10.051 8.2 ng 178023 3  9.816 433215 20.0
Hexadecane, 2,6... 10.733 7.5 ng 1389065 4 11.304 372471 20.0
2-Propenoic aci... 11.480 54.4 ng 1013290 4 11.304 372471 20.0
Tridecanoic acid 11.839 4.7 ng 87417 4 11.304 372471 20.0
Sulfurous acid,... 13.133 6.7 ng 130424 5 13.962 388108 20.0
Tetracosane 13.262 9.4 ng 181844 5 13.962 388108 20.0
Heneicosane, 11... 17.303 392.2 ng 7610010 6 15.445 388108 20.0
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