LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc :

ALS vial : 7 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-BG042823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO57369.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.005 71 79 89 rBvV2 18468 40500 2.96% 0.409%
2 4.093 91 94 103 rVvV 16593 29360 2.14% 0.296%
3 4.240 114 119 127 rVB 27773 41862 3.06% 0.422%
4 4.369 131 141 149 rW 22140 56803 4.15% 0.573%
5 4.446 149 154 161 rVB 13101 21967 1.60% 0.222%
6 5.227 273 287 294 rBV2 38430 137165 10.02% 1.384%
7 5.374 303 312 324 rVV2 29589 87021 6.36% ©.878%
8 5.803 381 385 394 rBv4 13044 28615 2.09% 0.289%
9 5.955 406 411 420 rVB4 7285 15921 1.16% 0.161%
10 6.748 540 546 558 rBv4 6241 19955 1.46% 0.201%
11 7.377 649 653 659 rBv4 9748 20968 1.53% 0.212%
12 7.430 659 662 669 rvv4 5148 13329 0.97% 0.134%
13 7.566 669 675 684 rVW 27133 54381 3.97% 0.549%
14 7.671 697 703 711 rBV 57273 95119 6.95% ©.960%
15 7.894 733 741 754 rBV 70223 130637 9.54% 1.318%
16 8.005 754 760 765 rBV 5498 9053 0.66% 0.091%
17 8.317 807 813 816 rBv4 5678 11369 ©0.83% 0.115%
18 8.364 816 821 828 rVWV 59133 103503 7.56% 1.044%
19 8.640 859 868 876 rvv3 10070 21996 1.61% 0.222%
20 9.010 923 931 935 rW5 2787 9335 0.68% 0.094%
21  9.069 935 941 949 rVW2 66232 129280 9.44% 1.304%
22 9.139 949 953 958 rWw7 6237 13973 1.02% 0.141%
23 9.474 1005 1010 1015 rVB4 4514 6880 0.50% 0.069%
24 9.545 1015 1022 1028 rBV2 74711 137767 10.06%  1.390%
25 9.815 1039 1068 1078 rBV 241045 1368872 100.00% 13.812%
26 10.067 1105 1111 1124 rVV2 44761 81928 5.99% 0.827%
27 10.273 1138 1146 1154 rVB 69027 126193 9.22% 1.273%
28 10.608 1198 1203 1209 rVB7 3245 7906 ©.58% 0.080%
29 10.819 1232 1239 1246 rBV2 109241 207325 15.15% 2.092%
30 10.878 1246 1249 1257 rVB5 10301 15546 1.14% 0.157%

31 11.207 1297 1305 1312 rBV 84359 152831 11.16%

32 11.336 1319 1327 1333 rBV 75812 145489 10.63% 468%
33 11.483 1347 1352 1360 rBV3 26074 61458  4.49%
34 11.630 1369 1377 1386 rBV5 34520 93433 6.83% 943%
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35 11.789 1393 1404 1423 rBV 103483 335627 24.52%

36 11.924 1423 1427 1430 rVVé 5985 10997 0.80%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc :

ALS vial : 7 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-BG042823.MA.M
Title : SVOA CALIBRATION
37 11.982 1434 1437 1442 rVWV4 9181 18477 1.35% 0.186%
38 12.065 1442 1451 1458 rVV2 56330 181937 13.29% 1.836%
39 12.135 1460 1463 1467 rVV 25243 48900 3.57% 0.493%
40 12.182 1467 1471 1486 rVB5 35093 90228 6.59% 0.910%
41 12.558 1531 1535 1540 rBV3 9360 16541 1.21% 0.167%
42 12.599 1540 1542 1546 rVVv2 6852 10215 0.75% 0.103%
43 12.664 1547 1553 1559 rVB6 12249 25966 1.90% 0.262%
44 12.834 1573 1582 1584 rBV6 12573 27424  2.00% 0.277%
45 12.981 1604 1607 1615 rBvV2 13019 23675 1.73% 0.239%
46 13.104 1623 1628 1634 rVB7 6212 11850 0.87% 0.120%
47 13.416 1675 1681 1686 rBV3 13442 33490 2.45% 0.338%
48 13.492 1691 1694 1699 rVB3 7945 11731 0.86% 0.118%
49 13.845 1748 1754 1761 rVB3 28432 49727 3.63% 0.502%
50 13.950 1766 1772 1777 rBV6 5298 9586 0.70% 0.097%
51 14.115 1796 1800 1803 rBV6 6952 11254 0.82% 0.114%
52 14.156 1803 1807 1815 rWVv7 7672 16158 1.18% 0.163%
53 14.367 1832 1843 1849 rBV 225100 333461 24.36%  3.365%
54 14.620 1880 1886 1890 rBV7 5699 11072 0.81% 0.112%
55 14.679 1890 1896 1905 rVB 242949 389332 28.44%  3.928%
56 14.784 1905 1914 1926 rBv4 29014 70131 5.12% 0.708%
57 14.890 1928 1932 1938 rVvve6 4342 8309 0.61% 0.084%
58 14.984 1942 1948 1954 rVB 147506 238291 17.41%  2.404%
59 15.049 1954 1959 1964 rBV 10722 16302 1.19% 0.164%
60 15.184 1974 1982 1989 rVvVv4 24469 53971 3.94% 0.545%
61 15.284 1993 1999 2004 rBVS8 6485 14457 1.06% 0.146%
62 15.478 2028 2032 2046 rVB 30480 61996 4.53% 0.626%
63 15.689 2063 2068 2076 rVB3 32329 55274 4.04%  0.558%
64 15.766 2076 2081 2086 rBV4 5362 10775 ©0.79% 0.109%
65 15.965 2109 2115 2129 rVB 322136 502119 36.68% 5.066%
66 16.083 2129 2135 2149 rBV 126081 229251 16.75% 2.313%
67 16.177 2149 2151 2156 rVB4 5554 6917 ©0.51% 0.070%
68 16.318 2168 2175 2180 rBV 106708 154775 11.31% 1.562%
69 16.647 2226 2231 2237 rBV5S 9819 15465 1.13% 0.156%
70 17.175 2316 2321 2333 rBV 68450 137317 10.03% 1.386%
71 17.404 2353 2360 2361 rVVé6 4989 8816 0.64% 0.089%
72 17.434 2361 2365 2370 rVB3 18473 29937 2.19% 0.302%
73 17.498 2371 2376 2380 rBV2 21079 36593 2.67% 0.369%
74 17.534 2380 2382 2392 rVB3 13790 25741 1.88% 0.260%
75 17.722 2408 2414 2423 rVB 204705 308099 22.51% 3.109%

76 17.822 2424 2431 2438 rBV 354467 530289 38.74% 5.351%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc :

ALS vial : 7 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-BG042823.MA.M
Title : SVOA CALIBRATION
77 18.010 2461 2463 2467 rVB3 5107 6999 0.51% 0.071%
78 18.350 2518 2521 2524 rVB3 6763 6723 0.49% 0.068%
79 18.403 2527 2530 2536 rBV5 6137 9890 0.72% 0.100%
80 18.562 2552 2557 2564 rBV2 43123 72352  5.29% 0.730%
81 18.709 2578 2582 2587 rBv4 15037 22987 1.68% 0.232%
82 18.785 2591 2595 2600 rVB4 6594 10661 0.78% 0.108%
83 18.855 2603 2607 2614 rVB9 10684 19182 1.40% 0.194%
84 18.967 2622 2626 2630 rBV5 9745 10546 0.77% 0.106%
85 19.361 2690 2693 2695 rBV4 8177 9858 ©.72% 0.099%
86 19.654 2738 2743 2744 rBV4 9329 10571 0.77% 0.107%
87 19.701 2748 2751 2752 rVV3 8893 8605 0.63% 0.087%
88 19.742 2754 2758 2762 rVB2 28122 38108 2.78% 0.385%
89 19.813 2768 2770 2774 rVB4 7883 9128 0.67% 0.092%
90 19.878 2779 2781 2788 rVB8 5011 8477 0.62% 0.086%
91 20.089 2810 2817 2824 rVV 436569 632235 46.19% 6.379%
92 20.829 2940 2943 2948 rBV7 6180 8502 0.62% 0.086%
93 21.058 2979 2982 2986 rVB7 7180 7985 0.58% 0.081%
94 21.599 3069 3074 3076 rBV6 20259 36666 2.68% 0.370%
95 22.034 3141 3148 3155 rVB2 183541 327038 23.89%  3.300%
96 22.163 3168 3170 3174 rVB5S 7135 7592 0.55% 0.077%
97 23.561 3404 3408 3412 rVB7 7833 13495 0.99% 0.136%
98 23.772 3438 3444 3452 rVB2 20259 43463  3.18% 0.439%
99 25.300 3693 3704 3715 rBV2 205030 595712 43.52% 6.011%
1006 25.546 3736 3746 3757 rVB3 101222 313747 22.92% 3.166%

Sum of corrected areas: 9910735
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 10 May 2023 14:49
: CG/JU
: 02694-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
BGO57369.D

: 7 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG0O42823.MA.M
: SVOA CALIBRATION

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

Abundance

400000

350000

300000

250000
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150000

100000

50000

o

Time-->

TIC: BG057369.D\data.ms

9.815

10.819 11.789

894 gags  9.069 924
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T W5 6748 740, 8008 ﬁ& B.640 41 N
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350000

300000

250000

200000

150000

100000

50000

TIC: BG057369.D\data.ms
20.p89

17.822
15.965

14.679
14.367

14.984

21.599

20.849058 163

0
Time-->

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

Abundance
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350000
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250000
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150000

100000

50000

0

TIC: BG057369.D\data.ms

25.300

5.546

8772
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 Propanoic acid, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.005 7.83 ng/ul 40500 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 59
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 47
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 47
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 37
5 sec-Butyl nitrite 103 C4H9NO2 000924-43-6 36
Abundance  Scan 79 (4.005 min): BG057369.D\data.ms (-71) (-) m/z 43.15 100.00%
43.1
A\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ ‘ ‘ 58‘.1 85.0 3.80 4.00 4.20 4.40
O e W e m/z 41,15 56.60%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2312: Propanoic acid, 2-methyl-
43.0
5000 73.0
3.80 4.00 4.20 4.40
m/z 73.15 43.27%
T
0\\‘%L'\STO\‘HH“H\H!1\\‘H‘Hi\\\\“\i\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2319: Propanoic acid, 2-methyl-
43.0
\\\\‘\\\\‘\\\\‘A\\\\‘\\A
3.80 4.00 4.20 4.40
5000 m/z 45.15 21.13%
27‘0 73.0
88.0
ol 128 LML 30 L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2317: Propanoic acid, 2-methyl- ““““ﬁ\“““ﬂ\f‘
43.0 3.80 4.00 4.20 4.40
m/z 39.15 19.95%
5000
21.0 73.0
88.0
o"_"W‘m“H‘;‘;11“‘_5?]9‘mwm‘ml_m SN | A
m/z--> 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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-Pentanol, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.240 8.09 ng/ul 41862 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
3 2-Hexanol 102 C6H140 000626-93-7 78
4 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 74
5 2-Hexanol 102 C6H140 000626-93-7 64
Abundance Scan 119 (4.240 min): BG057369.D\data.ms (-114) (-) m/z 45.15 100.00%
4!:
5000
69.2 V.S V.
H 57.1 87.2 4.00 4.20 4.40 4.60
Ol M et e e e e m/z 43.10 0 25.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5014: 2-Pentanol, 4-methyl-
45.0 NA
5000 \\\\‘\\\\‘\\\\‘\\\V‘\\\
4.00 4.20 4.40 4.60
69.0 m/z 69.15 22.43%
150 270 | s10 1 o
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5003: 2-Pentanol, 4-methyl-
43.0
e e
4.00 4.20 4.40 4.60
5000 m/z 41.15 18.72%
27.0 69.0
B 1 L LA T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4961: 2-Hexano
45.0 4.00 4.20 4.40 4.60
m/z 42.15 7.90%
5000
27.0 69.0
oh B0 U lse T o0 ape VN ]y,
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 Butanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.369 10.98 ng/ul 56803 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 (C4H802 000107-92-6 80
3 Butanoic acid 88 (C4H802 000107-92-6 72
4 Butanoic acid 88 (C4H802 000107-92-6 64
5 Pentanoic acid 102 C5H1002 000109-52-4 45
Abundance Scan 141 (4.369 min): BG057369.D\data.ms (-131) (-) m/z 60.15 100.00%
60.1
5000
73.2
45.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
4.00 4.20 4.40 4.60
37. HH 87.0
0 ‘w““‘u““uwﬁ‘lu“ﬂ“u“uwu““uw“‘u m/z 73.15 37.15%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2273: Butanoic acid
60.0
5000 \‘HH‘AHH‘HA\W‘\H\‘\
27.0 73.0 4.00 4.20 4.40 4.60
41.0 m/z 45.15 24 .88%
Lo ol e
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2274: Butanoic acid
60.0
Aol
4.00 4.20 4.40 4.60
5000 m/z 42.15 23.86%
27.0 41.0 73.0
180 .0
m/z--> 10 20 30 40 50 60 70 80 90 J"k\
Abundance #2275: Butanoic acid e H
60.0 4.00 4.20 4.40 4.60
m/z 41.15 23.00%
5000
73.0
27.0 41.0
o 180 | o, | 80
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 Butanoic acid, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.227 26.50 ng/ul 137165 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72

4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 56

Abundance Scan 287 (5.227 min): BG057369.D\data.ms (-273) (-) m/z 60.15 100.00%

60.1
5000 43.1
87.2

‘w 5.00 5.20 5.40 5.60
et m/z 43015 41.93%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4814: Butanoic acid, 3-methyl-
60.0

5000 REEEEEE FL i YR
43.0 5.00 5.20 5.40 5.60

87.0 m/z 41.15  39.08%

27.0 '
150 00 L L 740 101.0
\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4825: Butanoic acid, 3-methyl-
60.0

5.00 5.20 5.40 5.60

o

o

5000 m/z 45.15 26.19%
41.0
27.0 87.0
0290 L L a0 | 020
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4824 Butanoic acid, 3-methyl-  RERammaEE
60.0 5.00 5.20 5.40 5.60

m/z 87.15 24.13%

5000 410
27.0
‘ 87.0
0 o730 1000
I SN L /. -

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 Butanoic acid, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.374 16.82 ng/ul 87021 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
Abundance Scan 312 (5.374 min): BG057369.D\data.ms (-303) (-) m/z 74.15 100.00%
74.2
57.1
5000 41.1
87.0 SN i SURRRR
‘ ‘ ‘ 5.00 5.20 5.40 5.60
0 HwH‘w_Hm”wwwh‘m_Mwwwww m/z 57.15 58.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 570 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
5.00 5.20 5.40 5.60
41.0
87.0 m/z 41.15 47.40%
: |
O H\‘HH‘HH“HH“H‘\\‘H‘!\‘\H\“\‘ H‘\H\‘\\]\_\0‘]\_.\(\)\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #4817: Butanoic acid, 2-methyl-
74.0
29.0 57.0 5.00 5.20 5.40 5.60
5000 m/z 87.05 23.49%
87.0
P O N .
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9217: Pentanoic acid, 2-methyl- REEETE [ | —.
74.0 5.00 5.20 5.40 5.60
m/z 73.15 21.27%
5000 43.0
87.0
0 H \‘ m\‘ 1010 y70 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.00 5.20 5.40 5.60

SFAM-EPA-BGO42823.MA.M Thu May 11 10:59:33 2023 Page: 9



Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\

BGO57369.D

: 10 May 2023 14:49

: CG/IU
: 02694-13

: 7 Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
: SVOA CALIBRATION

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

Peak Number

5.803

7 Pentanoic acid

Concentration Rank 17

EstConc Area Relative to ISTD R.T.
5.53 ng/ul 28615 1,4-Dichlorobenzene-d4 8.364
5 Tentative ID MW MolForm CASH# Qual

Hit# of

1 Pentanoic acid
2 Pentanoic acid
3 Pentanoic acid
4 Propanedioic acid, propyl-

102 C5H1002
102 C5H1002
102 C5H1e02
146 C6H1004

000109-52-4 78
000109-52-4 78
000109-52-4 78
000616-62-6 64
000107-92-6 50

m/z 60.15 100.00%

.

5.40 5.60 5.80 6.00 6.20

m/z 73.15 48.15%

I
AR R R e R

5.40 5.60 5.80 6.00 6.20

41.15  20.97%

5.40 5.60 5.80 6.00 6.20

m/z 42.15 16.31%

n

5.40 5.60 5.80 6.00 6.20

m/z 45.15 14.03%

5 Butanoic acid 88 C4H802
Abundance Scan 385 (5.803 min): BG057369.D\data.ms (-381) (-)
60.1
5000 73.2
41.1
H 91.0
0 H_m‘HH_m‘_‘l‘wh“m Mm_lwum‘“m_m_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4772: Pentanoic acid
60.0
5000
73.0
41.0
O \\‘\\\\‘\\\\‘\\\\“‘H\‘\\‘\\M‘\ ‘\\\\‘\}\\‘\8\7\.?\\\]-\0‘]\"\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4773 Pentanoic acid
60.0
5000
73.0
210 410
‘w“u‘u“_“w‘u“u““H“H“H‘w“u“u‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4775: Pentanoic acid
60.0
5000
73.0
29.0 41.0
ol 150 Ly .| 870 1010
m/z--> 10 20 30 40 50 60 70 80 90 100 110

5.40 5.60 5.80 6.00 6.20

SFAM-EPA-BGO42823.MA.M Thu May 11 10:59:34 2023

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 Pentanoic acid, 2-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
6.748 3.86 ng/ul 19955 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 50
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 39
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 39

4 2,4-Dimethylpentanoic acid 130 C7H1402 005868-33-7 33
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 18

Abundance Scan 546 (6.748 min): BG057369.D\data.ms (-540) (-) m/z 74.15 100.00%

74.2

—

5000 43.0
87'2 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
56.0 ‘ ‘ 6.40 6.60 6.80 7.00
Oberrerer e e w/z 43.65  51.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000 43.0
6.40 6.60 6.80 7.00
87.0 m/z 73.60  33.88%
27.0
0 L m\ | 1010 3170
\\‘\\\\‘\\\\‘\\\\‘f\f\‘\\\\‘\\\\‘\ 1\’\\\\‘\\\\‘1\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9228: Pentanoic acid, 2-methyl-
74.0
cpeepe b R
6.40 6.60 6.80 7.00
5000 43.0 m/z 41.05 28.77%
27.0
87.0
Obrrrrrererbrer bl - 1020 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9229: Pentanoic acid, 2-methyl-

74.0 6.40 6.60 6.80 7.00
m/z 55.15 24.59%

5000 43.0

270 87.0
\‘H 560 101.0 117.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 10 Hexanoic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.377 4.05 ng/ul 20968 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Hexanoic acid 116 C6H1202 000142-62-1 78
3 Hexanoic acid 116 C6H1202 000142-62-1 78
4 Hexanoic acid 116 C6H1202 000142-62-1 78
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
Abundance Scan 653 (7.377 min): BG057369.D\data.ms (-649) (-) m/z 60.15 100.00%

60.1
73.2
5000 411
{l

87.2 U LA LA L L B e O
‘wd M\ ‘ 7.00 7.20 7.40 7.60
||

Obrrprrrrrerer e b e Mz 73015 60.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9149: Hexanoic acid
60.0
5000 73.0 \‘uu‘uu‘uu,uu‘\

41.0 7.00 7.20 7.40 7.60
m/z 41.15 43.22%

87.0
H‘\\H‘\H‘\‘[HH‘H\‘\\‘\\‘H\ H\W‘i\1H’\H‘\‘H]\-\O‘]\"\(\)\’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9146: Hexanoic acid
60.0

7.00 7.20 7.40 7.60

o

5000 73.0 m/z 43.05 25.01%
270 41.0 87.0
0L.140 \M\ I | 1000 1160
““‘ AR e A RRARA AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9147: Hexanoic acid
60.0 7.00 7.20 7.40 7.60

m/z 45.15 21.73%

5000 73.0

Ll I
Lo T 1010 1180 ﬂ

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60

o

SFAM-EPA-BGO42823.MA.M Thu May 11 10:59:36 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 unknown-01 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
7.430 2.58 ng/ul 13329 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trimethylsilyl methyl sulfide 120 C4H12SSi 003908-55-2 40
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 9
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 9
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 7
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 7

Abundance Scan 662 (7.430 min): BG057369.D\data.ms (-659) (-) m/z 105.05 100.00%

105.1
5000
591 670 120.3 f\ h /\
43.1 ‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ ‘ 7.20 7.40 7.60 7.80
Oberrrrr e e b e et M/z 120,25 42.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10437: Trimethylsilyl methy! sulfide
105.0
5000 L L L I LN L
59.0 120.0 7.20 7.40 7.60 7.80
73.0 m/z 59.15 36.87%
43.0
15.0 29.0 ‘ “ 89.0
O \\‘\\‘\\‘\\1\“\\\\“W‘W‘H‘\\\\i‘\\\\‘\}\\‘\\\\‘i\\\\‘\\“\‘\\\\‘w\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10713: Benzene, (1-methylethyl)-
105.0
R R
7.20 7.40 7.60 7.80
5000 m/z 87.05 30.70%
120.0
77.0
Jozo H0 e
g e e el el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10711: Benzene, (1-methylethyl)- R e
105.0 7.20 7.40 7.60 7.80
m/z 77.05 28.48%
5000
120.0
27.0 51.0 77.0 910
0 H‘mwH“‘m““‘H}‘l‘H‘Hm‘u“1“"‘“‘HHM!"m“‘mw cop e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80

SFAM-EPA-BGO42823.MA.M Thu May 11 10:59:37 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 unknown-02 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.640 4.25 ng/ul 21996 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyl-1-cyclopentanol 128 C8H160 001604-02-0 32
2 Norbornadieone 110 C7H1e0 010218-02-7 27
3 4-Decyne 138 C10H18 002384-86-3 12
4 4-Decyne 138 C10H18 002384-86-3 10
5 2-Piperidinone 99 C5HONO 000675-20-7 10
Abundance Scan 868 (8.640 min): BG057369.D\data.ms (-859) (-) m/z 67.15 100.00%
67.2
110.1
5000 42.1
05, | Y
‘ H H M | ‘ | 8.40 8.60 8.80 9.00
Ol W mjz 110.05  52.55%
miz-> 20 40 60 80 100 120 140
Abundance #14415: 1-Propyl-1-cyclopentanol
67.0
85.0
5000 LB L L L I I N L
41.0 8.40 8.60 8.80 9.00
1100 m/z 99.15 45.71%
0 | \H\ YA A ™"
O\\\‘\\\\‘\\‘ \\\\\\\\’\i\\‘\
miz--> 20 80 100 120 140
Abundance #6550.Norborname0ne
67.0 A
R RERaR R
8.40 8.60 8.80 9.00
5000 110.0 m/z 42.15 41.69%
41.0
2eu 0
| MH ul ul I I 1
] T
miz--> 20 40 60 80 100 120 140 Wﬂ
Abundance #19369: 4-Decyne m‘M‘A‘A‘
67.0 8.40 8.60 8.80 9.00
m/z 41.15 38.15%
5000 41.0
95.0
ol ‘2\6\‘# Sl e e
m/z--> 0 100 120 140 8.40 8.60 8.80 9.00

SFAM-EPA-BGO42823.MA.M Thu May 11 10:59:38 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.815 179.13 ng/ul 1368870  Naphthalene-d8 11.207

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72

Abundance Scan 1068 (9.815 min): BG057369.D\data.ms (-1039) (-) m/z 73.10 100.00%

73.1
5000
41.1

101.2
‘ 9. 50 10 00

el 22 199 s 8815 79.19%

m/z--> 20 40 60 80 100 120 140 160
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0

5000
57.0 9. 50 10 oo
29.0 m/z 41.15 33.40%

116.0
T ’ T H T ’ \ T \ \ ’ T \‘\‘\ ’ ‘\ “ T “ T ‘! ‘ L \1‘4\4-\0\ T ‘ T
miz--> 80 100 120 140 160
Abundance #24098. Hexanoic acid, 2-ethyl-
73.0

o

o

9.50 10.00
5000 41.0 m/z 57.15 30.707%
101.0
ol 180 L . 129.0
T ",HH,‘H‘,HH‘HH_H“HH_
m/z--> 20 40 60 80 100 120 140 160
Abundance #24099: Hexanoic acid, 2-ethyl- T T
73.0 9.50 10.00
m/z 55.15  23.74%
5000
410 116.0
m/z--> 20 60 80 100 120 140 160 9.50 10.00

SFAM-EPA-BGO42823.MA.M Thu May 11 10:59:39 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 14 Hexanoic acid, 3,5,5-trimet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.067 10.72 ng/ul 81928 Naphthalene-d8 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
2 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 72
3 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 59
4 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 53
5 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 47
Abundance Scan 1111 (10.067 min): BG057369.D\data.ms (-1105) (1 m/z 57.15 100.00%
57.1
83.2
5000
39/1 ‘ 103.2 12511432 10.00
0 m_m‘“w b el TR mz 8315 s1.86%
miz--> 20 40 60 80 100 120 140 160
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 /\/N\'K‘ B e A
83.0 10.00
m/z 41.15 42.42%
29.0 1080 . o /
O\\\‘\‘\‘\\‘i“\‘\\‘ ‘\\‘1\‘ \\\"“\\\\’\‘\\%?3\\0\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #35394: Hexanoic acid, 3,5,5-trimethyl-
57.0
R [
10.00
5000 83.0 m/z 56.15  23.60%
103.0
39 ? ‘ 125.0
O S S I B
m/z--> 20 40 60 80 100 120 140 160 R
Abundance #35349: 3,3-Dimethylheptanoic acid il LA L)
57.0 10.00
m/z 55.10 21.52%
5000 83.0
29 0 103.0
‘ 125.0143.0
0 m_m_m mw RS ASE BEh M -
m/z--> 40 60 100 120 140 160 10.00

SFAM-EPA-BGO42823.MA.M Thu May 11 10:59:40 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 16 unknown-@3 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.483 8.04 ng/ul 61458 Naphthalene-d8 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 38
2 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 35
3 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 35
4 2-[2-[2-(2-Butoxyethoxy)ethoxyJe... 292 C14H2806 1000351-93-9 35
5 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 35
Abundance Scan 1352 (11.483 min): BG057369.D\data.ms (-1347) (- | m/z 87.10 100.00%
87.1
41.1
5000 57.1 711
116.1
AA‘ ‘/\AA/\‘A ‘ .
WL s | S
Obrerrrerrererthe b b I w2 41,18 s6.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9402: Hydrazine, 1-ethyl-1-(1-methylpropyl)-
87.0
5000 Wﬂ* T
450 11.50
" 1160 0,
m/z 43.15 54.87%
290 ‘ ‘ 59.0 101.0
0\\‘\\H‘\HMM‘HH“‘\HH‘H‘M‘i\Hn:\)’\.e’\hl’\\\\"HH‘\H‘\‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9353: Thiophene, 2-ethyltetrahydro-
1 )
L
11.50
5000 ITI/Z 57.15 45 .,45%
45.0 116.0
27.0 " 59.0 ‘
P o NS N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9406: Hydrazine, 1-ethyl-1-(1-methylpropyl)- WU
87.0 11.50
m/z 71.10 43.35%
5000
45.0 116.0
290 ‘ 59.0 101.0 M/
0‘WHWH‘l““m‘“\uwHMHW‘SFQ,‘M,M‘,‘mwum‘uu‘uH‘ e B e ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50

SFAM-EPA-BGO42823.MA.M Thu May 11 10:59:41 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG@57369.D

Acqg On : 10 May 2023 14:49

Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
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 unknown-04 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.630  12.23 ng/ul 93433 Naphthalene-d8 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 27
2 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 27
3 3-Octen-2-0l1, 2-methyl-, (Z)- 142 C9H180 018521-07-8 22
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 14
5 Butanoic acid, 3-methyl-, ethyl ... 130 C7H1402 000108-64-5 11

Abundance Scan 1377 (11.630 min): BG057369.D\data.ms (-1369) (- | m/z 102.05 100.00%
71.2 102.1
41.1
5000
129.2 nwa M — WV ‘AA‘
Al L
Y SN——— m‘h BN | W m/z 71.15 91.86%
miz--> 20 40 60 80 100 120 140
Abundance #35458: Hexanoic acid, 2-ethyl-, methyl ester
87.0
57.0
5000 41.0 b i
11.50 12.00
130.0 m/z 88.15 84.43%
103.0 ‘
O T ‘ \‘!M\ ’ \‘i‘w‘\ “\ T \‘q‘\ T \‘\ ‘ \U\ T ‘ \ T
miz-> 20 40 60 80 100 120 140
Abundance #24231: Pentanoic acid, 2-ethyl-, methyl ester
43.0 87.0
VAL A P SA N He
11.50 12.00
5000 m/z 87.10 82.13%
27.0 Tg'o 115.0
0F v ‘\M‘ s H“ NPT R ‘H —— 0]
m/iz--> 20 40 60 80 100 120 140
Abundance #23077: 3-Octen-2-ol, 2-methyl-, (Z)-
43.0 71.0 1150 1200
m/z 57.15 79.42%
5000
27.0 127.0
95.0
ok | ‘ gy 120 4 1430 g
m/z--> 20 40 80 100 120 140 11.50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 18 Benzeneacetic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.789 43.92 ng/ul 335627 Naphthalene-d8 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 94
2 Benzeneacetic acid 136 C8H802 000103-82-2 93
3 Benzeneacetic acid 136 C8H802 000103-82-2 87
4 Benzeneacetic acid 136 C8H802 000103-82-2 83
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 53

Abundance Scan 1404 (11.789 min): BG057369.D\data.ms (-1393) (- | m/z 91.15 100.00%

91.2
5000
136.2

65.2
11 50 12 00

39.1 ‘
WH‘WH‘ﬁmuqm‘qﬂywu‘wuuwu‘wm‘w%}ﬁ?‘w‘uw‘u m/z 136.15  26.68%

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18692: Benzeneacetic acid
91.0

o

5000
1150 1200
65.0 136.0 m/z 92.15 19.39%
39.0 ' ‘ ‘
O\‘\H\‘\H\“\\‘\\i‘\\HH‘\H‘\\H‘\\H‘\\H‘\\\\‘%]\-\8‘.9\\‘\\\‘\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18695: Benzeneacetic acid
91.0
1150 1200
5000 ITI z 65.15 17.51%
136.0
65.0
0 \5]\‘_0 \‘ ‘\‘ 118'0 L
M e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18696: Benzeneacetic acid
91.0 1150 1200

m/z 63.15 8.89%

5000
136.0
65.0
390 \‘ ‘ 1180 Il /\A A T ‘

m/z--> 20 30 40 50 60 70 80 90 100110120130 140 1150 1200

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
: SVOA CALIBRATION

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

Peak Number 20 Thiophene, 2-ethyltetrahydro- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.065 23.81 ng/ul 181937 Naphthalene-ds 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2-ethyltetrahydro- 116 CeH12s 001551-32-2 64

020325-97-7 59
022632-59-3 59
001551-34-4 59
026896-20-8 56

2 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2
3 Pentanoic acid, 2-propyl-, methy... 158 C9H1802
4 Thiophane, propyl- 130 C7H14S

5 Neodecanoic acid 172 C10H2002

Abundance Scan 1451 (12.065 min): BG057369.D\data.ms (-1442) (- 87.10 100.00%

87.1
5000
41.1

M 59.1 11‘6'1130'2 12,00 |
|

S|P VPRSP N R NS A 41.15  24.05%

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9354: Thiophene, 2-ethyltetrahydro-
87.0

o

5000 1200
45.0
21.0 010 0 m/z 130.15  18.33%
Of!f{f!
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9402: Hydrazine, 1-ethyl-1-(1-methylpropyl)-
87.0
A T
1200
5000 ITI/Z 116.05 16.44%
45.0 116.0
290 59.0 101.0
S O T e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #35465: Pentanoic acid, 2-propyl-, methyl ester 1 i
87.0 12.00

m/z 43.15 16.18%

5000 570 116.0
27.0 41.0
H ‘“ /80 1010 | 1300

QR NI RSES NN ANEPTA RSP BN S [ SRS
miz--> 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 21 1-Butene, 1-(methylthio)-, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.135 6.40 ng/ul 48900 Naphthalene-d8 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 1-(methylthio)-, (Z)- 102 C5H1esS 017414-15-2 72
2 1-Butene, 1-(methylthio)-, (E)- 102 C5H10S 017414-27-6 72
3 3,4-Dihydroxyproline 147 C5HONO4 1000132-90-7 56
4 1-Alanine, N-methoxycarbonyl-, p... 189 C8H15NO4 1000313-37-1 17
5 Bamifylline 385 C20H27N503 002016-63-9 17
Abundance Scan 1463 (12.135 min): BG057369.D\data.ms (-1460) (- | m/z 102.10 100.00%
87.2 102.1
5000 /\A
41.1 A T Ay A0 T Ly
‘ ‘ ‘ 128.9 12.00 1250
0 wWww_m_MWWWM‘ e m/z 87.15  91.27%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #4910: 1-Butene, 1-(methylthio)-, (2)-
87.0 102.0
45.0
5000 ~r e
12.00 12.50
70 ‘ m/z 41.15  23.09%
0 \‘\H‘\“\H\“Hl}i‘\H‘H]‘-\H\‘w\H‘\\‘}\‘\\H“HH‘HH‘HH‘HH‘HH‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #4911: 1-Butene, 1-(methylthio)-, (E)-
87.0 102.0
45.0 1 T
12.00 12.50
5000 m/z 43.15 22.91%
27.0
.0
0 ﬂ
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #25887: 3,4- Dlhydroxyprohne T T
102. 12.00 12.50
m/z 55.15 17.54%
87.0
5000
69.0
41.0
bl b Ml 280 3870 | VW Pt
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 22 1-Butene, 1-(methylthio)-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.182 11.81 ng/ul %0228 Naphthalene-ds 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Butene, 1-(methylthio)-, (E)- 102 C5H1esS 017414-27-6 64
4-Dihydroxyproline 147 C5HONO4 1000132-90-7 40
ntanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 38
3-Dioxolane, 2-methyl-2-propyl- 130 C7H1402 004352-98-1 25
Nonadecanone, O-methyloxime 311 C20H41NO 036379-39-2 25

.

uih wNnPE
NP T WP
M -

Abundance Scan 1471 (12.182 min): BG057369.D\data.ms (-1467) (- m/z 87.15 100.00%

87.2
102.2
5000
41.1
< ‘

—
‘ 71‘ 1 136.1 12.00 1250
0 W‘W‘_JHW‘m”m‘Muwm‘1“1‘?‘9“\”1“”“_” m/z 102.15  72.07%
miz-> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #4911: 1-Butene, 1-(methylthio)-, (E)-
87.0 102.0
45.0 A
5000 ey By
12.00 12.50

m/z 41.15 36.55%

.0
ﬂ
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #25887: 3,4-Dihydroxyproline

102.0

o

P P
87.0 12.00 12.50
5000 ITI/Z 43.15 26.01%
69.0
41.0
obprrgrrlr el e 220 1478
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #24249: Pentanoic acid, 2-ethyl-, methyl ester — —r
43.0 87.0 12.00 12.50
102.0 m/z 55.15 18.78%
50001 27.0
9.0
O bty m‘!m 1170 —— —
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 24 1Indole Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.664 3.40 ng/ul 25966 Naphthalene-d8 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 64
2 Indole 117 C8H7N 000120-72-9 59
3 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 58
4 Indolizine 117 C8H7N 000274-40-8 58
5 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 58
Abundance Scan 1553 (12.664 min): BG057369.D\data.ms (-1547) (- | m/z 117.15 100.00%
11y7.2
59.0
5000 90.0
‘/\/\M‘ ALy gl ‘M‘AI\
43.1 ‘ 1031 12.50 13.00
oH‘_HWHWHMWHW‘_‘m‘_H‘_H“_HW‘MHH_W m/z 59.05 54.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9733: Indole
117.0 M
5000 & ‘ ‘ A/\ﬂ”
90.0 12. 50 1300
m/z 90.05 47.59%
63.0
OH\‘\H\‘\\\\‘\\3\\9‘\0\\\‘\\\\‘1‘\\\‘\7\\\‘\\\\“\\\\‘\\H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9734: Indole
117.0
(S | I
12.50 13.00
5000 90.0 m/z 89.15 41.86%
390 63.0
) S N /Y |
m/z--> 10 20 30 40 50 60 70 80 90 100110120 h nm m
Abundance #9753: Benzonitrile, 2-methyl- M ‘ ,A‘ -
117.0 12.50 13.00
m/z 63.05 16.98%
90.0
5000
olgzo260 | o780 | . i
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 25 unknown-@5 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.834 3.59 ng/ul 27424  Naphthalene-d8 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 40
2 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 38
3 3-Heptanol, 2-methyl- 130 C8H180 018720-62-2 33
4 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 33
5 Succinic acid, 3-methylbut-2-en-... 284 C16H2804 1000390-47-0 28
Abundance Scan 1582 (12.834 min): BG057369.D\data.ms (-1573) (- | m/z 69.15 100.00%
69.2
41.1 it _—
‘ 86.0 103.2 142.2 12.50 13.00
oHH‘HH“H“H“‘_MWH“Mumwu_m“‘m m/z 41.15 28.08%
miz--> 20 80 100 120 140
Abundance #8191 Ethyl cyclopropanecarboxylate
69.0
5000 — —
41.0
86.0 12.50 13.00
m/z 39.10 16.69%
15.0 \‘ T 114.0
O\\\‘\‘\W\\‘\\\‘\[\\!\‘\\\\[\\\\‘\\\\‘\\\
miz--> 20 60 100 120 140
Abundance #22814: Cyclopropanecarboxylic acid,butyl ester
69.0
— —
4L.0 12.50 13.00
87.0 .
5000 m/z 43.15 16.61%
0““““1NMM R e MWWMW%%MJMM%NﬁwNWW
miz--> 20 40 60 80 100 120 140
Abundance #15709: 3-Heptanol, 2-methyl- — —
69.0 12.50 13.00
m/z 42.25 14.42%
41.0
5000 87.0
0 180\ H\ oL 115.0
b ‘ “““““‘ T
m/z--> 2 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 26 Hydrocinnamic acid Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.981 3.10 ng/ul 23675 Naphthalene-d8 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 CSH1e02 000501-52-0 93
2 Hydrocinnamic acid 150 CS9H1e02 000501-52-0 90
3 Hydrocinnamic acid 150 C9H1002 000501-52-0 87
4 Hydrocinnamic acid 150 C9H1002 000501-52-0 80
5 Benzenepropanoic acid, silver(l+... 256 C9H9Ag02 075112-79-7 80

Abundance Scan 1607 (12.981 min): BG057369.D\data.ms (-1604) (- | m/z 91.15 100.00%

91.2
5000
150.2
kvMﬁMme

51.0
| h ‘ 13.00
| I ‘HH“Hm‘muh“““““1‘3‘3;2}”““ m/z 104.10  58.78%
m/z--> 20 40 60 80 100 120 140
Abundance #28265: Hydrocinnamic acid
91.0
5000 T I\‘ ‘ T \A M/

150.0 13.00
m/z 150.15 31.52%

51.0
0 2710 | \74H} | 1p7.0 1310 |
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 100 120 140
Abundance #28272.Hydrounnanﬂcacm A
91.0
LEVR TN
13.00
5000 150.0 m/z 77.10  24.74%
51.0 h
74. .0 131.0
o‘H_m\_m‘”mwl‘%‘??w”_M
miz-> 20 40 100 120 140 M m
Abundance #28269.Hydromnnanﬂcacm ﬂﬁ n ‘
91.0 1300

m/z 105.15 21.92%

5000 150.0
270_‘\ 70 aro wmo | |

miz--> 20 60 80 100 120 140 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA 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 27 2-(2-Butoxyethoxy)acetic acid Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
13.416 2.81 ng/ul 33490 Acenaphthene-die 14.984
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-Butoxyethoxy)acetic acid 176 C8H1604 082941-26-2 59
2 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 43
3 Propene, 3-tert-butoxy-2-(methox... 158 C9H1802 023230-86-6 37
4 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 32
5 D-Allothreonine 119 C4HSNO3 024830-94-2 28

Abundance Scan 1681 (13.416 min): BG057369.D\data.ms (-1675) (- | m/z 57.15 100.00%
57.1
o1 105.1 et
39 | H 134.1 13-50
ol bl WL m/z 45.20  41.09%
miz--> 20 40 60 80 100 120 140 160
Abundance #51388: 2-(2-Butoxyethoxy)acetic acid
57.0
5000 1
29.0 13.50
850 103.0 ITI z 41.15 39.97%
O\\\\‘\H“\\“ \\‘\“H‘\H\\\}“\\\’}:\J’]\_.\o‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #49759: Carbonic acid, bis(1-methylpropyl) ester
57.0
P
13.50
5000 m/z 105.05 29.21%
101.0118.0
) S 1 S NN .1 R P—
m/z--> 20 40 60 80 100 120 140 160
Abundance  #35472: Propene, 3-tert-butoxy-2-(methoxymethyl)- ‘ A‘ —
57.0 13.50
m/z 56.05 19.28%
5000
29.0
85.0 102 0
“H““ i ““H“,“H“““H
m/z--> 60 80 100 120 140 160 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 28 unknown-06 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.845 4.17 ng/ul 49727  Acenaphthene-d10 14.984
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Metacetamol 151 C8HINO2 000621-42-1 43
2 Metacetamol 151 C8HINO2 000621-42-1 38
3 Metacetamol 151 C8HINO2 000621-42-1 38
4 Acetaminophen 151 C8HINO2 000103-90-2 38
5 Allyltrivinylsilane 150 C9H14Si 115946-69-5 27
Abundance Scan 1754 (13.845 min): BG057369.D\data.ms (-1748) (- | m/z 43.10 100.00%
i 100.2
151.2
5000
85.2 e ——
‘ | 67}0 13.50 14.00
O Ll MH‘ ! M“NJM il e [, L m/z 109.15  81.94%
m/z--> 20 40 60 80 100 120 140
Abundance #28724: Metacetamol
109.0
5000 151.0 L T R
13.50 14.00
43.0 m/z 130.15 61.05%
80.0
o 180 | 630 | I ‘
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance #28721: Metacetamol
109.0
— —
13.50 14.00
m/z 151.15 52.60%
5000 151.0
43.0 80.0
0l 150 o I 1330 |
A A e e A
miz--> 20 40 60 80 100 120 140
Abundance #28725: Metacetamol — —
109.0 13.50 14.00
m/z 131.15 34.39%
5000 151.0
43.0
80.0
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG@57369.D

Acqg On : 10 May 2023 14:49

Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
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 29 2H-Indol-2-one, 1,3-dihydro- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.785 5.89 ng/ul 70131  Acenaphthene-di1e 14.984
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 81
2 Benzene, 1l-isocyanato-3-methyl- 133 C8H7NO 000621-29-4 81
3 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 76
4 Benzene, 1-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 76
5 Benzene, 1l-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 76

Abundance Scan 1914 (14.784 min): BG057369.D\data.ms (-1905) (- | m/z 104.15 100.00%
1042 433>
5000 78.2
59.1 163.2
AL s
ﬁ 14.50 15.00
(] — m““ O i Al wyz 133015 83.96%
miz--> 20 40 60 80 100 120 140 160
Abundance #16906: 2H-Indol-2-one, 1,3-dihydro-
104.0 133.0
78.0
5000 iy T [\\ T AA\ \A/
51.0 14 50 15.00
m/z 78.15 47 .06%
27.0 ‘
N O O N Y l
O‘\\\\‘\\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16927: Benzene, 1-isocyanato-3-methyl-
133.0
‘ ‘ ‘ “
104.0 1450 1500
5000 m/z 105.15  44.56%
78.0
39.0 ‘
miz--> 20 40 100 120 140 160
Abundance #16910.2H4nd0h2—0ne,13—mhydro—
104.0 14.50 15.00
133.0 m/z 59.15  36.86%
5000
78.0
51.0 JKA
0 ‘27:9»‘“““‘m»:_ww R TS P YA A
m/z--> 20 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 30 Benzenebutanoic acid, 2,5-d... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.478 5.20 ng/ul 61996  Acenaphthene-di0 14.984
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenebutanoic acid, 2,5-dimethyl- 192 C12H1602 001453-06-1 64
2 Benzenepropanoic acid, .beta.,.b... 192 C12H1602 025080-84-6 59
3 1-(2-Methoxy-1-methylethyl)-2-me... 164 C11H160 1000210-02-1 53
4 Formamide, N,N'-[1,3-phenylenebi... 192 C10H12N202 059276-03-8 50
5 Ethyl 3,5-dimethylphenylacetate 192 C12H1602 105337-18-6 50
Abundance Scan 2032 (15.478 min): BG057369.D\data.ms (-2028) (- | m/z 119.10 100.00%
119.1
5000
91.1 102.2 RS
39.0 65.0 ‘ 153.2 15.50
| JM il Al R B T m/z 132.15  37.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66659: Benzenebutanoic acid, 2,5-dimethyl-
119.0
A g h A}\
5000 192.0 15.50
91.0 . .12%
270 o m/z 91.10 28.12
O . \\\“14\5'0 ‘
N \\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66790: Benzenepropanoic acid, .beta.,.beta.-dimethyl-,
119.0
Ay
15.50
5000 m/z 192.15 22.08%
91.0
41.0
| 650 | 1450 192.0
o SN VR &t AV i M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39690: 1-(2-Methoxy-1-methylethyl)-2-methylbenzene e L
119.0 15.50
m/z 117.15 20.43%
5000
91.0
45.0 ‘ 164.0
SN O T N 1
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 31 Diethyltoluamide Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.689 4.64 ng/ul 55274  Acenaphthene-d10 14.984
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 76
2 Diethyltoluamide 191 C12H17NO 000134-62-3 76
3 Diethyltoluamide 191 C12H17NO 000134-62-3 64
4 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 53
5 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 53
Abundance Scan 2068 (15.689 min): BG057369.D\data.ms (-2063) (- | m/z 119.10 100.00%
119.1
5000 91.2 190.2
65.2 147.2 - b
39.1 ‘ 15.50 16.00
0\\\‘\H\WuNWWN\WMNNM‘W\ﬂw\wu‘wlu‘M\m‘\\m‘ m/z 190.15 42.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 T —
91.0 15.50 16.00
65.0 m/z 91.15 39.65%
0 390 L iy 16\20 \ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65680: Diethyltoluamide
119.0
gy K sl
15.50 16.00
91.0 m/z 118.15  24.36%
5000 190.0
65.0
0 42\.0 ! ‘M 162.0 ‘
L L B
m/z--> 20 40 60 80 100 120 140 160 180 /L\A
Abundance #65681: Diethyltoluamide I R IR S
119.0 15.50 16.00
m/z 147.15  22.36%
5000
91.0
190.0
65.0
15.0 390 il 162.0 | L AT/
e R B e A R E T —A
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 32 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.318 12.99 ng/ul 154775  Acenaphthene-di10 14.984
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 87
4 Benzophenone 182 C13H1e0 000119-61-9 81
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 53
Abundance Scan 2175 (16.318 min): BG057369.D\data.ms (-2168) (- | m/z 105.05 100.00%
105.1
77.2 182.2
5000
51.1 — ——
16.00 16.50
152.2
Obrr bl I 226 TS myz 77.15 75.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 - .
16.00 16.50
51.0 m/z 182.15 70.58%
O\\‘\\\\’\\‘\\‘\\\h“‘\\\\‘\\\\1‘2\6\.\()\’\1\5%\.0‘\\\\‘H\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
— —
77.0 182.0 16.00 16.50
5000 m/z 51.15 25.46%
51.0
270 | . 1260 1520 |
N I o S ma e o
miz--> 20 40 60 80 100 120 140 160 180 }L
Abundance #56926: Benzophenone e e
105.0 16.00 16.50
m/z 181.15 10.33%
5000 77.0 182.0
51.0
0 27.0 \‘ i | 126.0 152'0 Il A
I R AL e —H ——
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 33 3-Methyl-3-(3-hydroxy-3-met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.175 8.91 ng/ul 137317  Phenanthrene-di10 17.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-3-(3-hydroxy-3-methylbu... 190 C10H2203 1000432-16-8 64
2 3,3,7-Trimethyl-4-oxa-7-octen-1- ol 172 C10H2002 069161-47-3 50
3 2-Butenoic acid, methyl ester, (Z)- 100 C5H802 004358-59-2 47
4 3,3,7-Trimethyl-4-oxa-7-octen-1-01 172 C10H2002 069161-47-3 45
5 (E)-2-Methylbut-2-en-1-yl methac. 154 C9H1402 088142-95-4 42
Abundance Scan 2321 (17.175 min): BG057369.D\data.ms (-2316) (- | m/z 69.10 100.00%
69.1
5000 ﬂﬁ\\wav
411 —— pemp
103.1 155.1 17.00 17.50
o“w“wy‘w_ bl L A28Y T 207 g 41015 21.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64375: 3-Methyl-3-(3-hydroxy-3-methylbutoxy)butanol
69.0
5000 o —
43.0 17.00 17.50
m/z 87.05 17.57%
145.0
O\‘\\\\‘\‘\\\‘\\H\‘%\M\.(\)‘\\]\-]\-?.\0\\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47076: 3,3,7-Trimethyl-4-oxa-7-octen-1-ol
69.0
a4 ‘ f‘)\/‘\M‘A )
17.00 17.50
5000( 310 m/z 45.10 17.47%
99.0
L, 1270 1850
L R Y] it e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4228: 2-Butenoic acid, methyl ester, (2)- Rl et eas’s ——
69.0 17.00 17.50
210 m/z 43.15 14.52%
- | MWA\A”W&
o' e o e — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 35 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.562 4.70 ng/ul 72352  Phenanthrene-d1e 17.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 52
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2557 (18.562 min): BG057369.D\data.ms (-2552) (- | m/z 73.10 100.00%
73.1

5000
129.2 213.3
T
#71T 256.3 18.50
0 Wﬂp‘ﬂ“,“h“ﬂ“““ e m/z 43.15  70.67%
miz--> 150 200 250 300 350
Abundance #143510.n-Hexadecanok:add
GMC
I

%

5000 129.0 T
18.50
m/z 60.15 70.36%

171.0213.0 256.0

0- L B e e e L N A N
m/z--> 50 160 1%0 200 2%0 360 3%0
Abundance #126203: Pentadecanoic acid
73.0
‘A ‘A‘A A‘/l‘
18.50
5000 129.0 m/z 55.15 62.59%
199.0 242.0
ok MM
m/z--> 100 150 200 250 300 350
Abundance #170061:Decanok:add,snvedl+)sah T
73.0 18.50

m/z 57.15 58.19%

155.0
5000
29. 115.
WN\M ‘ 2170 279.0 3300 387.

T
m/z--> 50 100 150 200 250 300 350 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
21.599 2.24 ng/ul 36666 Chrysene-di12 22.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 91
2 1-Tetracosene 336 C24H48 010192-32-2 91
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 3074 (21.599 min): BG057369.D\data.ms (-3069) (- | m/z 57.15 100.00%

P71 97.2
5000

—— —
‘149 21911 2671 354.9 21.50 22.00
Y | WL b Lo S0 w2 4310 93.19%
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
51.0 970
5000 —— —
21.50 22.00

m/z 69.15 85.91%

oL Ldd m‘ n “““‘8‘1‘0 (2380 2020 364
m/z--> 50 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene
55.0 97.0

2£50 2500
5000 m/z 83.15 83.37%
| jﬁa 0 336.0
0= *k”\* “”\‘1”‘”ﬂ**** SRR *\***M\*
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester —— =
57.0 21.50 22.00

m/z 97.15 82.22%

7.0
) NWJ%VWMMMM/\MWWMVWWWM
5.0 | | 1380 2100 5559 356.0 |

m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Data Path : Z:\
Data File : BGO

Acqg On : 10
Operator : CG/
Sample : 026

Misc
ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_G\Data\BG051023\
57369.D

May 2023 14:49

Ju

94-13

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
: SVOA CALIBRATION

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 38 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

23.772 2.66 ng/ul 43463 Chrysene-d12 22.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 70
2 Supraene 410 C30H50 007683-64-9 64
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 64
4 (2E,6E)-3,7,11-Trimethyldodeca-2... 278 C18H3002 104857-55-8 59
5 (2E,6E)-3,7,11-Trimethyldodeca-2... 404 C27H4802 078368-58-8 59

Abundance Scan 3444 (23.772 min): BG057369.D\data.ms (-3438) (- | m/z 69.15 100.00%

69.2
5000
1371 207.1 2350 24
L0 i jery 3551 23.50 24.00
ol il by o 281 TR m/z 81.18 41.82%
miz--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
5000 \

‘ ‘ T
23.50 24.00
m/z 68.15 12.75%

27, 123.0
1 .
0\H\““\‘\‘\H‘\\‘\\‘]\-7\7\\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
23.50 24.00
5000 m/z 95.05 12.02%
137.0
0270 L) J g, 1910 2730 3410 4104
B e B e e S e
miz-> 50 100 150 200 250 300 350 400 fMYMMWWY
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, — A
69.0 23.50 24.00
m/z 137.05 11.96%
5000
11.0
28 LUl oz amgmso a0 | | |
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57369.D

Acqg On : 10 May 2023 14:49
Operator : CG/JU

Sample : 02694-13

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@42823.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|
Propanoic acid,... 4.005 7.8 ng/ul 40500 1 8.364 103503 20.0
2-Pentanol, 4-m... 4.240 8.1 ng/ul 41862 1 8.364 103503 20.0
Butanoic acid 4.369 11.0 ng/ul 56803 1 8.364 103503 20.0
Butanoic acid, 5.227 26.5 ng/ul 137165 1 8.364 103503 20.90
Butanoic acid, 5.374 16.8 ng/ul 87021 1 8.364 103503 20.0
Pentanoic acid 5.803 5.5 ng/ul 28615 1 8.364 103503 20.0
Pentanoic acid,... 6.748 3.9 ng/ul 19955 1  8.364 103503 20.0
Hexanoic acid 7.377 4.0 ng/ul 20968 1 8.364 103503 20.0
unknown-01 7.430 2.6 ng/ul 13329 1 8.364 103503 20.0
unknown-02 8.640 4.3 ng/ul 21996 1 8.364 103503 20.0
Hexanoic acid, 9.815 179.1 ng/ul 1368870 2 11.207 152831 20.0
Hexanoic acid, 10.067 10.7 ng/ul 81928 2 11.207 152831 20.0
unknown-03 11.483 8.0 ng/ul 61458 2 11.207 152831 20.0
unknown-04 11.630 12.2 ng/ul 93433 2 11.207 152831 20.90
Benzeneacetic acid 11.789 43.9 ng/ul 335627 2 11.207 152831 20.0
Thiophene, 2-et... 12.065 23.8 ng/ul 181937 2 11.207 152831 20.90
1-Butene, 1-(me... 12.135 6.4 ng/ul 48900 2 11.207 152831 20.0
1-Butene, 1-(me... 12.182 11.8 ng/ul 90228 2 11.207 152831 20.90
Indole 12.664 3.4 ng/ul 25966 2 11.207 152831 20.0
unknown-05 12.834 3.6 ng/ul 27424 2 11.207 152831 20.0
Hydrocinnamic acid 12.981 3.1 ng/ul 23675 2 11.207 152831 20.0
2-(2-Butoxyetho... 13.416 2.8 ng/ul 33490 3 14.984 238291 20.0
unknown-06 13.845 4.2 ng/ul 49727 3 14.984 238291 20.0
2H-Indol-2-one,... 14.785 5.9 ng/ul 70131 3 14.984 238291 20.0
Benzenebutanoic... 15.478 5.2 ng/ul 61996 3 14.984 238291 20.0
Diethyltoluamide 15.689 4.6 ng/ul 55274 3 14.984 238291 20.0
Benzophenone 16.318 13.0 ng/ul 154775 3 14.984 238291 20.0
3-Methyl-3-(3-h... 17.175 8.9 ng/ul 137317 4 17.722 308099 20.0
n-Hexadecanoic ... 18.562 4.7 ng/ul 72352 4 17.722 308099 20.0
(DEL) Alkane: S... 21.599 2.2 ng/ul 36666 5 22.034 327038 20.0
1,5,9-Undecatri... 23.772 2.7 ng/ul 43463 5 22.034 327038 20.0
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