LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc :

ALS Vvial : 46  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62740.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.364 44 47 52 rVB4 11116 14832 0.68% 0.053%
2 3.769 111 116 130 rVB 126160 218916 10.02% 0.779%
3 3.981 148 152 157 rBvV2 15170 24465 1.12% 0.087%
4 4.363 211 217 224 rW 54873 80241 3.67% 0.285%
5 5.015 323 328 337 rVB 45598 72115 3.30% 0.257%
6 5.779 449 458 463 rVV5 5401 12657 ©0.58% 0.045%
7 6.214 526 532 538 rBVv2 85798 143292 6.56% 0.510%
8 6.408 559 565 570 rVB3 12960 19529 0.89% 0.069%
9 7.066 669 677 687 rBv 223231 402841 18.45% 1.433%
106 7.230 699 705 711 rBV 147255 239355 10.96% ©0.852%
11  7.330 717 722 727 rVB 29040 40571 1.86% 0.144%
12 7.436 733 740 746 rBV 203730 338235 15.49% 1.203%
13 7.530 750 756 765 rVB5 7673 19245 0.88% 0.068%
14 7.677 776 781 786 rVW5 12112 22745 1.04% 0.081%
15 7.841 798 809 814 rBvV2 37178 80274 3.68% 0.286%
16 7.906 814 820 825 rVW 256568 439027 20.10% 1.562%
17 7.965 825 830 837 rW 68793 110089 5.04% 0.392%
18 8.129 852 858 870 rVB2 29889 60154 2.75% 0.214%
19 8.329 885 892 897 rVwV 168635 281504 12.89% 1.001%
20 8.370 897 899 905 rVB3 13610 21461 0.98% 0.076%
21 8.517 920 924 932 rVWW6 16514 39941 1.83% 0.142%
22 8.605 932 939 949 rVvV 286379 491019 22.48% 1.747%
23 8.7065 951 956 961 rVB2 22891 38930 1.78% 0.138%
24 8.775 964 968 977 rBv4 11908 24282 1.11% ©0.086%
25 9.057 1003 1016 1024 rBV 198588 402818 18.45% 1.433%
26 9.251 1033 1049 1061 rBv2 271939 876566 40.14% 3.118%
27  9.345 1063 1065 1071 rVv3 7978 13290 0.61% 0.047%
28 9.486 1083 1089 1093 rBV5 18437 34664 1.59% 0.123%
29 9.563 1098 1102 1105 rVV3 9978 19449 0.89% 0.069%
30 9.616 1105 1111 1120 rVB2 51919 97735 4.48% 0.348%
31  9.774 1129 1138 1145 rBV4 197603 416645 19.08% 1.482%
32 9.845 1147 1150 1153 rVV3 10201 13437 0.62% 0.048%
33 9.886 1153 1157 1161 rVV3 11599 16920 0.77% 0.060%
34 9.945 1161 1167 1171 rVB7 6416 12113 ©.55% 0.043%
35 10.127 1190 1198 1203 rBvV8 6134 13136 0.60% 0.047%

36 10.191 1203 1209 1214 rBV3 57019 107509 4.92%  0.382%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc :

ALS Vvial : 46  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION
37 10.315 1223 1230 1238 rBV 292262 509616 23.34% 1.813%
38 10.385 1238 1242 1246 rVV4 7659 12532 0.57% 0.045%
39 10.456 1249 1254 1260 rVB2 19124 34675 1.59% 0.123%
40 10.567 1267 1273 1279 rBV3 34643 65050 2.98% 0.231%
41 10.697 1286 1295 1302 rBV 378922 686377 31.43%  2.442%
42 10.826 1310 1317 1324 rBV 252502 465207 21.30% 1.655%
43 10.896 1324 1329 1334 rVV3 10761 26467 1.21% 0.094%
44 10.984 1336 1344 1354 rVWW3 27633 73278 3.36% 0.261%
45 11.073 1356 1359 1367 rVB4 15445 25350 1.16% ©0.090%
46 11.225 1378 1385 1392 rVBY 12051 22016 1.01% 0.078%
47 11.590 1439 1447 1453 rBV4 9768 18794 0.86% 0.067%
48 12.230 1546 1556 1561 rBV5 17262 36625 1.68% 0.130%
49 12.442 1589 1592 1598 rVB4 8967 13960 0.64% 0.050%
50 12.524 1602 1606 1611 rVB6 7147 11706 0.54% 0.042%
51 12.624 1618 1623 1628 rBV5 8205 12578 ©0.58% 0.045%
52 12.818 1652 1656 1664 rVv2 19147 33329 1.53% 0.119%
53 12.947 1674 1678 1683 rVB2 16391 23624 1.08% 0.084%
54 13.041 1688 1694 1699 rBvV8 7791 15814 0.72% 0.056%
55 13.100 1699 1704 1708 rBV5 8994 14305 0.66% 0.051%
56 13.276 1730 1734 1739 rVB 25754 34103 1.56% 0.121%
57 13.370 1742 1750 1756 rBV3 10341 24179 1.11% ©0.086%
58 13.487 1766 1770 1774 rVV4 20880 28815 1.32% 0.103%
59 13.546 1774 1780 1792 rVB3 30314 65873 3.02% 0.234%
60 13.705 1801 1807 1815 rBV5 4715 12379 0.57% 0.044%
61 13.793 1816 1822 1829 rBV 48827 74369 3.41% 0.265%
62 13.934 1836 1846 1853 rVB 575870 809211 37.06% 2.879%
63 14.222 1889 1895 1902 rBV 632516 989121 45.29% 3.519%
64 14.533 1940 1948 1956 rBV 727618 1139563 52.18% 4.054%
65 14.727 1974 1981 1990 rBV 258771 443644 20.32% 1.578%
66 14.839 1994 2000 2004 rVvv8 13121 30528 1.40% 0.109%
67 14.874 2004 2006 2013 rVB6 9146 15439 0.71% 0.055%
68 15.068 2031 2039 2044 rBVS5 14045 25089 1.15% ©0.089%
69 15.156 2049 2054 2060 rVB 101716 155454 7.12% 0.553%
70 15.385 2090 2093 2099 rVB5 7653 12113 ©.55% 0.043%
71 15.520 2108 2116 2125 rBV 873504 1345102 61.59% 4.785%
72 15.638 2130 2136 2148 rVV2 267289 545746 24.99% 1.942%
73 15.885 2173 2178 2185 rVB 113583 159910 7.32% 0.569%
74 16.925 2349 2355 2370 rVV 1019696 1573629 72.06% 5.598%
75 17.036 2372 2374 2378 rVV5 9841 14711 0.67% 0.052%

76 17.277 2408 2415 2424 rVV 1106941 1651597 75.63% 5.876%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc :

ALS Vvial : 46  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION
77 17.377 2424 2432 2439 rVB 1039246 1603446 73.42% 5.704%
78 17.888 2513 2519 2526 rVB3 88000 124882 5.72% 0.444%
79 18.170 2562 2567 2576 rVWV 188673 287129 13.15% 1.021%
80 18.476 2614 2619 2621 rBV5 8251 12101 0.55% 0.043%
81 19.069 2716 2720 2722 rVV5 9327 14466 0.66% ©0.051%
82 19.228 2743 2747 2754 rBV5 19741 33424 1.53% 0.119%
83 19.298 2754 2759 2764 rBV 25739 46367 2.12% 0.165%
84 19.445 2780 2784 2793 rVV5 40530 63739 2.92% 0.227%
85 19.598 2807 2810 2815 rVV7 10390 12088 ©.55% 0.043%
86 19.668 2815 2822 2827 rVV 1469430 2143146 98.14% 7.624%
87 19.710 2827 2829 2836 rVB3 18330 25248 1.16% ©.090%
88 20.209 2911 2914 2919 rVB3 31657 38491 1.76% ©.137%
89 20.579 2971 2977 2985 rBV7 30471 57126 2.62% 0.203%
990 20.703 2994 2998 3001 rBV 40435 41836 1.92% 0.149%
91 21.184 3075 3080 3089 rBV2 167775 268974 12.32% ©.957%
92 21.519 3130 3137 3146 rBV 1253026 2066485 94.63% 7.352%
93 21.719 3167 3171 3176 rVB 44409 61399 2.81% 0.218%
94 22.301 3266 3270 3279 rBV2 42005 81781 3.74% 0.291%
95 22.959 3373 3382 3387 rBV7 36724 92208 4.22% ©.328%
96 23.141 3410 3413 3418 rVB7 16345 24022 1.10% 0.085%
97 23.717 3507 3511 3518 rVB4 32112 57187 2.62% ©.203%
98 24.375 3612 3623 3638 rBV 827135 2182679 99.95% 7.765%
99 24.586 3649 3659 3673 rVB 788265 2183808 100.00% 7.769%
100 25.673 3839 3844 3855 rVB5 27787 75259  3.45% 0.268%
Sum of corrected areas: 28109171
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
1400000

1200000
1000000
800000
600000
400000
200000

0

: 11 Sep 2024 17:45
. P3877-20

. 46

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
BG062740.D

JU/RC

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA .M

: SVOA CALIBRATION

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

TIC: BG062740.D\data.ms

8.605
8.329

9.251
9.05

7.0667 435 7906
3.769 25
5.015 6.214

3364 |3.981%303 0 5779 |6. 43251.500 12.230mBARL

Time-->

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
TIC: BG062740.D\data.ms

19.

p68
21.519

17.277
16.92517.377

15.520

14.533

14.222
13.934

4.727 15.638

18.170
17.888

15.156 5.885

B EHE T ;5 aaggﬁ&_sg

930 20.20038783

171,03 18.476 1918682989

0

Time-->

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

=

N~ RO - o I
R R L L ) I B O L ) N

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

TIC: BG062740.D\data.ms

Time-->
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23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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-Pentanone, 2,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.363 3.66 ng/ul 80241 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
2 2,3-Hexanedione 114 C6H1002 003848-24-6 72
3 2,3-Hexanedione 114 C6H1002 003848-24-6 59
4 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 59
5 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 53
Abundance Scan 217 (4.363 min): BG062740.D\data.ms (-211) (-) m/z 43.10 100.00%
3.1
5000
71.1
I ARAAREEEmEEEE ST
4.00 4.20 4.40 4.60
114.1
et 28 L 84T S mjz 71.10 32.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8580: 3-Pentanone, 2,4-dimethyl-
43.0
5000 L e s e
71.0 4.00 4.20 4.40 4.60
27.0 m/z 41.10 20.32%
L osso
\\‘H\\’\\\\‘\\H‘\}\\‘H\.\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8121: 2,3-Hexanedione
43.0
4.00 4.20 4.40 4.60
5000 ITI/Z 39.10 9.90%
27.0 71.0
140 ‘ ‘ 1140
R R RRANRE AR R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8113: 2,3-Hexanedione
43.0 4.00 4.20 4.40 4.60
m/z 70.10 7.29%
5000
71.0
27.0 114.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.00 4.20 4.40 4.60

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:56:15 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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 8
R.T. EstConc Area Relative to ISTD R.T.
5.015 3.29 ng/ul 72115 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
Abundance Scan 328 (5.015 min): BG062740.D\data.ms (-323) (-) m/z 43.05 100.00%
43.0
5000 59.1
TR
101.1 4.60 4.80 5.00 5.20 5.40
‘ ‘ 73.1 86.0
\\‘\\\\‘\\\\“1i\\‘\\w‘\"\\\\"”\‘\H‘H\-\‘H\HHH‘\ m/Z 59.10 45.36%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B AL U N
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.1@  13.33%
101.0
27-0111’69i083.0
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R
4.60 4.80 5.00 5.20 5.40
5000 590 m/z 58.10 12.67%
101.0
i dl 730930 L
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- “ﬂ“_““““_“é“
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 11.09%
5000 59.0
31.0 101.0
SN I RO .-~ S
m/z--> 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:56:15 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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 Hexylene glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.214 6.53 ng/ul 143292  1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 90
2 Hexylene glycol 118 C6H1402 000107-41-5 83
3 Hexylene glycol 118 C6H1402 000107-41-5 83
4 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 72
5 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 47
Abundance Scan 532 (6.214 min): BG062740.D\data.ms (-526) (-) m/z 59.10 100.00%
59.1
43.1
5000
e A REEEE R
3.1 030 5.80 6.00 6.20 6.40 6.60

[T T T[T T T[T T T T T[T T[T T T[T [TrrTy ITIZ 43.10 73. 55/

m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10020: Hexylene glycol
59.0
43.0

5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
5.80 6.00 6.20 6.40 6.60
m/z 45.10 26.56%
I Lo o
H’\H\‘\H\‘H\\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘\H\‘\\H‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10017: Hexylene glycol
43.0 59.0
P T
580600620640660
15.0 29
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10018: Hexylene glycol
59.0 5.80 6.00 6.20 6.40 6.60

m/z 41.05 21.78%

43.0
5000
85.0
29 103.0
150 290 ||| | 720 | %060

m/z--> 10 20 30 40 50 60 70 80 90 100110 120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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 Hexanoic acid, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.841 3.66 ng/ul 80274 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 78
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 78
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 64
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 64
Abundance Scan 809 (7.841 min): BG062740.D\data.ms (-798) (-) m/z 74.10 100.00%
74.1
5000
43.0
AR
“ s | ‘ 0121160 7.60 7.80 8.00 8.20
H‘\H\‘HH’H\\‘\‘H\‘\‘H‘\“HH“\‘H‘\\H\\"\H\“H‘H‘H\'\‘HH‘HH’ m/z 43.05 32.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15432: Hexanoic acid, 2-methyl-
74.0
5000 LI L L L L B BN
43.0 7.60 7.80 8.00 8.20
270 m/z 87.10 24.61%
oo || e
H‘\H\‘HH’\H\‘HH‘HH‘HH‘\ H‘HH’\H\‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15421: Hexanoic acid, 2-methyl-
74.0
e A
7.60 7.80 8.00 8.20
5000 m/z 41.10 23.24%
43.0
290 57.0
“ I ‘ | 101.0115.0130.0
‘WH‘WHH“‘H_HW‘HWHH“H_H‘VHWH‘WHH_‘H_HW
miz--> 10 20 30 40 50 60 70 80 90 100110120130 LA
Abundance #15431: Hexanoic acid, 2-methyl- AR ARRE N SR RA
74.0 7.60 7.80 8.00 8.20
m/z 73.10 16.19%
5000
43.0
600
‘ ] \H “ 101.0115.,0 130.0
‘WH‘WHHM‘H_HW‘HWHH“HMH‘WHWH‘WHHM‘HMHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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 1-Hexanol, 2-ethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.965 5.02 ng/ul 110089 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Butoxy-2-ethylhexane 186 C12H260 062625-25-6 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64

Abundance Scan 830 (7.965 min): BG062740.D\data.ms (-825) (-) m/z 57.05 100.00%
57.0

701 ggq R R T
‘ ‘ ‘ 981 15, 7.60 7.80 8.00 8.20
\H‘\H\‘\H\’\H\“\‘\‘H‘\‘\HM‘H\\“‘HH‘i‘u\‘\ul’uu‘u‘\-\‘u m/Z 41.05 39.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 LI LA L L L L BB
41.0 7.60 7.80 8.00 8.20
27.0 70.0 83.0 m/z 43.10 35.83%
r’98’01120
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
T T
7.60 7.80 8.00 8.20
5000 m/z 55.10 33.62%
43.0
29.0 70.0 83,0
1 H L 980120
A e e E el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15692: 1-Hexanol, 2-ethyl- T R A
57.0 7.60 7.80 8.00 8.20
m/z 70.10 21.60%
5000 41.0
270 70.0 83.0
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:56:18 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.129 2.74 ng/ul 60154 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Hexylenedioxybutane 172 C1eH2002 1000249-77-4 16
2 Tetrahydropyrrolo[2,1-c][1,4]oxa... 141 C7H11NO2 101250-37-7 14
3 1,5-Pentanediamine 102 C5H14N2 000462-94-2 10
4 4(1H)-Pyridinone, tetrahydro-1,3... 141 C8H15NO 1000318-97-5 10
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 9

Abundance Scan 858 (8.129 min): BG062740.D\data.ms (-852) (-) m/z 83.10 100.00%

3.1
43.1
5000
141.1

AN
R I N RN

7.80 8.00 8.20 8.40
L m/z 43.10 77.03%

miz--> 20 40 60 80 100 120 140 160
Abundance #46991: 1,1-Hexylenedioxybutane
83.0
43.0
5000 L L R R B
7.80 8.00 8.20 8.40
129.0 m/z 56.10 42.76%
miz--> 20 40 60 80 100 120 140 160

Abundance  #21821: Tetrahydropyrrolo[2,1-c][1,4]oxazin-4-one
83.0

-

7.80 8.00 8.20 8.40

5000 55.0 141.0 m/Z 141.05 27 .00%
111.0
28.0
H““!\H‘iH\M H‘w‘H‘H}“HH‘\HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #4917: 1,5-Pentanediamine e EmARamEEERE
30.0 7.80 8.00 8.20 8.40

m/z 55.05 24.48%

5000
56.0

85.0
| | ul I | |

m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.329 12.82 ng/ul 281504 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 53
Abundance Scan 892 (8.329 min): BG062740.D\data.ms (-885) (-) m/z 83.10 100.00%

83.1
5000 551
140.1

o 8.00 8.20 8.40 8.60
bl L AOTO L2072 4 69.10 54.48%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-

83.0

5000 41.0 s
8.00 8.20 8.40 8.60

140.0 m/z 55.10  45.77%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0

800820840860

55.0
270 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0 8.00 8.20 8.40 8.60

m/z 41.10 36.92%

5000 55.0
21.0 140.0
H Al ‘ | 1120

m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:56:19 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.251  39.93 ng/ul 876566 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78

Abundance Scan 1049 (9.251 min): BG062740.D\data.ms (-1033) (-) m/z 73.05 100.00%
0

73.
5000
‘ ‘ 16.1 9.00 9.20 9.40 9.60
T ‘HW ‘h \“\‘\“\\\‘\\\\’\2\3\0.\8’\\\\‘\\\\‘\3?(7).‘ m/Z 88.10 78.69%
mlz--> 50 100 150 200 250 300 350
Abundance #24098: Hexanoic acid, 2-ethyl-
73.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
9.00 9.20 9.40 9.60
29. m/z 41.05 40.53%
H ‘ ‘ 16.0
\\‘\‘\h“‘\‘\\\‘\“\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
R AR E e
9.00 9.20 9.40 9.60
5000 41.0 m/z 57.10  35.92%
g
miz-> 50 100 150 200 250 300 350
Abundance #24101: Hexanoic acid, 2-ethyl- R ERRENE SN
88.0 9.00 9.20 9.40 9.60
m/z 55.05 23.88%
5000
41.0
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:56:20 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.191 3.13 ng/ul 107509 Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 72
2 1-Butanamine, N-ethylidene- 99 C6H13N 006898-74-4 38
3 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 38
4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38
5 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 37
Abundance Scan 1209 (10.191 min): BG062740.D\data.ms (-1203) (-  m/z 56.05 100.00%
56.0
5000
\/\“¢w7~‘ -
\\\‘\\\\‘i\‘\\”“‘\‘\“M\‘\‘\\\.“\\\\“\\\\‘\\\ m/Z 55.05 31.26%
miz-> 20 40 60 80 100 120 140
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000 i A
30 10.00 10.50
73. o
200 ‘ ‘ 103.0 m/z 41.05 25.14%
L \‘\M“\ \“ \‘\\ “ T \“} T “\ T T T “\ L ‘]\_2\9\-0\114.\5\.0\
miz-> 20 40 60 80 100 120 140
Abundance #3997: 1-Butanamine, N-ethylidene-
56.0
— —
10.00 10.50
5000 m/z 57.10 23.30%
84.0
40f
miz--> 20 40 60 80 100 120 140
Abundance #25581: 1,3-Pentanediol, 2,2,4-trimethyl- Y —
56.0 10.00 10.50
m/z 43.10 22.00%
5000
73.0
4} ‘ 103.0
39
‘ \MH:wu‘w\w_“‘1‘4‘5‘-0‘ il LA
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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-Hexanediol, 2-ethyl- (i... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.985 2.14 ng/ul 73278 Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexanediol, 2-ethyl- (isomer 2) 146 C8H1802 1000484-18-1 59
2 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 59
3 1-Octene, 2-methyl- 126 C9H18 004588-18-5 50
4 1-Octene, 2-methyl- 126 C9H18 004588-18-5 50
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 47

Abundance Scan 1344 (10.984 min): BG062740.D\data.ms (-1336) (- m/z 56.10 100.00%
5

6.1
5000
73.0
—r
39 % | 103.1 133.0 11.00
S B T A i A m/z 55.05 58.79%
miz--> 20 40 60 80 100 120 140
Abundance #25582: 1,3-Hexanediol, 2-ethyl- (isomer 2)
56.0
5000 ' T
73.0 11.00

m/z 41.10 50.46%

29.0 103.0
T T ‘ T ‘\H\ T “‘}‘ T ‘ T ‘\“} T ‘ \‘ T T ‘[ ‘\ UL ‘1\2\8.\0\ 114\5\.0\
miz--> 20 40 60 80 100 120 140
Abundance #25583: 1,3-Hexanediol, 2-ethyl- (isomer 1)
56.0

T
11.00

5000 m/z 73.05 33.05%
73.0
103.0
29.0
- “‘U\‘MWu / "Mh“““uw““‘1?§4l%éiq
miz--> 20 40 60 80 100 120 140
Abundance #13192: 1-Octene, 2-methyl- W¢NMMVM — NMWK
56.0 11.00

5000
29.0
I \ﬂ “ ﬂ\ 830 g9 1260

T
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.885 2.81 ng/ul 159910  Acenaphthene-di10 14.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2178 (15.885 min): BG062740.D\data.ms (-2173) (- m/z 105.00 100.00%
105.0
182.0
5000
51.1
— e
15.50 16.00
b b L 3919 506 ;7716 67.87%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone
105.0
182.0
5000 o
15.50 16.00
51.0 m/z 182.00 65.78%
\\\\}\\‘”\\‘\\\\‘i‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
— ——
182.0 15.50 16.00
5000 ITI/Z 51.10 29.97%
51.0
\\‘\\‘\\‘h\\‘\\\\‘l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56922: Benzophenone 7o Pt
105.0 15.50 16.00
m/z 181.00  11.59%
5000 182.0
51.0
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.170 3.48 ng/ul 287129  Phenanthrene-die 17.277
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2567 (18.170 min): BG062740.D\data.ms (-2562) (- m/z 73.05 100.00%

43.1 73.0
5000
129.1
213.1
o ==
H ‘ ﬂ?lﬂ ‘ 256.1 18.00 18.50
‘ W il \‘\\‘H‘mh‘\‘ \\HHL‘M‘\ Al “‘ “‘m‘i - ““ ‘ m/z 43.10 93.36%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 PR e
18.00 18.50
M97.0 1o 2130 2560 m/z 60.10  81.54%
N ‘M‘H‘H W . Mhu\ {‘H‘\‘M} ‘\ | “ “ “‘ \‘ ““\‘ . “\‘ N
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
R Py
18.00 18.50
5000 256.0 m/Z 41.10 76.76%
129.0
213.0
‘ L) M ‘ 171.0
: “‘ H‘M H“‘ N uh‘L 1‘”“\”1 . “ “ “‘m‘ b \‘
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid S -
3 2
43.0 73.0 256.0 18.00 18.50
m/z 57.10 73.83%
5000
129.0
213.0
L,
‘\ }\“HH M“ n “\hh“w ‘1‘”“\‘”1 ‘\\ ‘ “ “ “‘u\‘ A \‘ . “‘ At TS
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA 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 Trichloroacetic acid, hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.184 2.60 ng/ul 268974  Chrysene-di12 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3080 (21.184 min): BG062740.D\data.ms (-3075) (- m/z 57.10 100.00%
57.1
5000
11.1
— —
21.00 21.50
bhy 822, 2656 4280 . 4310  92.04%
mlz--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
7.0
5000 s —
21.00 21.50
m/z 55.10 85.60%
‘FJJF‘M 1“”\““\%‘5‘%-0\\ \“2\2\4\.(\)‘ L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #289621: 1-Hexacosano
97.0
T —
21.00 21.50
5000, 23 m/z 83.10  75.40%
53.0
AULLLLITED 2080 2000300, 3080
miz--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene o 7
57.0 21.00 21.50
m/z 97.10 63.65%
1670 2380 2020 3640 el el
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062740.D

Acqg On : 11 Sep 2024 17:45
Operator : JU/RC

Sample : P3877-20

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@90924.MA.M
Quant Title : SVOA 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-Pentanone, 2,... 4.363 3.7 ng/ul 80241 1 7.906 439027 20.0
2-Pentanone, 4-... 5.015 3.3 ng/ul 72115 1 7.906 439027 20.0
Hexylene glycol 6.214 6.5 ng/ul 143292 1 7.906 439027 20.0
Hexanoic acid, ... 7.841 3.7 ng/ul 80274 1 7.906 439027 20.0
1-Hexanol, 2-et... 7.965 5.0 ng/ul 110089 1 7.906 439027 20.0
unknown-01 8.129 2.7 ng/ul 60154 1 7.906 439027 20.0
Cyclohexanone, ... 8.329 12.8 ng/ul 281504 1 7.906 439027 20.0
Hexanoic acid, ... 9.251 39.9 ng/ul 876566 1 7.906 439027 20.0
1,3-Pentanediol... 10.191 3.1 ng/ul 107509 2 10.697 686377 20.0
1,3-Hexanediol,... 10.985 2.1 ng/ul 73278 2 10.697 686377 20.0
Benzophenone 15.885 2.8 ng/ul 159910 3 14.533 1139560 20.0
n-Hexadecanoic ... 18.170 3.5 ng/ul 287129 4 17.277 1651600 20.0
Trichloroacetic... 21.184 2.6 ng/ul 268974 5 21.525 2066490 20.0
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