LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49482.D

Acqg On : 26 Jul 2021 17:18
Operator : CG/JU

Sample : M3082-17

Misc :

ALS Vvial : 13  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-BG0O72421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49482.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.084 3 8 16 rBv4 46319 109342 19.27% 1.541%
2 3.167 18 22 29 rVB 43614 71733 12.64% 1.011%
3 3.431 65 67 72 rBV3 4249 4838 0.85% 0.068%
4 3.860 137 140 154 rBV 55629 105640 18.62%  1.489%
5 4.048 169 172 174 rVB 2769 2465 0.43% 0.035%
6 4.629 269 271 272 rBV 1812 1245 0.22% 0.018%
7 5.099 349 351 354 rVB2 1512 1199 0.21% 0.017%
8 5.234 372 374 377 rVB3 1994 1260 ©.22% 0.018%
9 5.810 471 472 475 rBV2 1362 1306 0.23% 0.018%
106 6.016 505 507 512 rBV2 976 1527 0.27% 0.022%
11 6.286 550 553 555 rBV 1377 1321  0.23% 0.019%
12 7.202 702 709 718 rW 106011 186350 32.85% 2.626%
13 7.367 732 737 746 rBV 65411 116607 20.55% 1.643%
14 7.49@ 757 758 764 rVB2 1447 1515 0.27% 0.021%
15 7.578 764 773 785 rBV 106966 185297 32.66% 2.612%
16 7.960 835 838 841 rVB 1339 1386 0.24% 0.020%
17 8.048 847 853 860 rBv2 87526 151558 26.71% 2.136%
18 8.266 887 890 893 rBV 1007 1258 ©.22% 0.018%
19 8.542 935 937 941 rvVB2 1007 1169 0.21% 0.016%
20 8.753 967 973 981 rBV 126896 224235 39.53% 3.160%
21  8.924 999 1002 1005 rVB2 858 1147 ©0.20% 0.016%
22 9.112 1032 1034 1037 rVB2 958 1167 0.21% 0.016%
23 9.217 1045 1052 1060 rVB2 102017 186762 32.92% 2.632%
24  9.388 1075 1081 1083 rBV2 2268 2899 0.51% 0.041%
25 9.564 1108 1111 1114 rBV 885 1192 0.21% 0.017%
26 9.946 1169 1176 1185 rBV 89856 169100 29.81% 2.383%
27 10.486 1261 1268 1276 rBvV2 129038 227841 40.16%  3.211%
28 10.627 1287 1292 1300 rBv2 28812 54227 9.56% 0.764%
29 10.715 1306 1307 1309 rVWV 2304 1175 0.21% 0.017%
30 10.745 1309 1312 1315 rVB2 1047 1386 0.24% 0.020%
31 10.780 1315 1318 1320 rBV 1202 1446  0.25% 020%

32 10.868 1324 1333 1341 rBV 121781 215827 38.04%
33 11.003 1349 1356 1363 rBV 112985 210079 37.03%

OO NWO
Xod
a
=
S

34 11.614 1459 1460 1464 rBV 900 1268 0.22% 018%
35 11.802 1488 1492 1495 rBV 1212 1570 0.28% 022%
36 12.460 1600 1604 1606 rBV2 2563 2898 0.51% 0.041%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49482.D

Acqg On : 26 Jul 2021 17:18
Operator : CG/JU

Sample : M3082-17

Misc :

ALS Vvial : 13  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-BG072421.M
Title : SVOA CALIBRATION
37 13.512 1777 1783 1785 rBV 2136 2669 0.47% 0.038%
38 13.694 1811 1814 1817 rVB 1033 1144 0.20% 0.016%
39 14.099 1876 1883 1890 rVV 213322 334127 58.90% 4.709%
40 14.164 1892 1894 1898 rVV 1450 1482 0.26% 0.021%
41 14.393 1924 1933 1942 rVV 240845 383644 67.62% 5.407%
42 14.463 1942 1945 1949 rVB 743 1144 0.20% 0.016%
43 14.581 1963 1965 1967 rBV 2285 1702 0.30% 0.024%
44 14.698 1979 1985 1991 rVB2 185263 286794 50.55% 4.042%
45 14.892 2012 2018 2029 rVWV 95674 161108 28.40% 2.271%
46 15.103 2051 2054 2057 rBV3 2737 2863 0.50% 0.040%
47 15.203 2070 2071 2075 rVB 1408 1146 0.20% 0.016%
48 15.427 2107 2109 2110 rBV 2084 1415 0.25% 0.020%
49 15.438 2110 2111 2113 rVWV 2407 1176 0.21% 0.016%
50 15.485 2115 2119 2121 rVV 1590 1637 0.29% 0.023%
51 15.532 2125 2127 2131 rVB2 2279 2481 0.44%  ©.035%
52 15.626 2141 2143 2145 rBV 1356 1339 0.24% 0.019%
53 15.691 2147 2154 2161 rVV 308518 472983 83.37% 6.666%
54 15.803 2169 2173 2186 rVB 80049 121301 21.38% 1.710%
55 15.932 2192 2195 2198 rVB2 4045 5065 0.89% 0.071%
56 16.026 2209 2211 2213 rVB 1927 1458 0.26% 0.021%
57 16.202 2239 2241 2245 rBV 1028 1345 0.24% 0.019%
58 16.408 2275 2276 2279 rBV2 1778 1967 ©.35% 0.028%
59 16.672 2319 2321 2322 rBV2 1982 1486 0.26% 0.021%
60 16.754 2334 2335 2337 rBV 2294 1392 0.25% 0.020%
61 16.772 2337 2338 2340 rVB 2610 1240 0.22% 0.017%
62 16.795 2340 2342 2344 rBV 1094 1330 0.23% 0.019%
63 16.836 2345 2349 2353 rVW4 5052 8617 1.52% 0.121%
64 16.878 2353 2356 2358 rVV3 1666 2221 0.39% ©0.031%
65 17.007 2375 2378 2380 rBV3 2086 1829 0.32% 0.026%
66 17.130 2397 2399 2402 rVB3 1230 1484 0.26% 0.021%
67 17.183 2405 2408 2413 rBV3 2312 3245 0.57% 0.046%
68 17.253 2416 2420 2421 rBV3 995 1330  0.23% 0.019%
69 17.336 2429 2434 2442 rBV4 2932 7826 1.38% 0.110%
70 17.447 2447 2453 2459 rVW 249735 366021 64.52% 5.159%
71 17.494 2459 2461 2462 rVV2 3391 2665 0.47% ©.038%
72 17.547 2464 2470 2477 rVV 352148 518971 91.48% 7.314%
73 17.594 2477 2478 2481 rVV2 2230 2282 0.40% 0.032%
74 17.618 2481 2482 2486 rVV2 2599 2781 0.49%  0.039%
75 17.665 2488 2490 2493 rBV2 1033 1325 0.23% 0.019%
76 17.729 2498 2501 2502 rVV2 1533 1623 0.29% 0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49482.D

Acqg On : 26 Jul 2021 17:18
Operator : CG/JU

Sample : M3082-17

Misc :

ALS Vvial : 13  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-BG072421.M

Title : SVOA CALIBRATION

77 17.765 2505 2507 2509 rVB3 2490 1448 0.26% 0.020%
78 17.794 2509 2512 2514 rBV4 1692 2178 0.38% 0.031%
79 17.817 2514 2516 2519 rBV2 1776 1793 0.32% 0.025%
80 17.976 2541 2543 2547 rBV3 2378 2508 0.44% 0.035%
81 18.105 2561 2565 2569 rVB4 2561 4300 0.76% 0.061%
82 18.176 2575 2577 2579 rBV 1904 1609 0.28% 0.023%
83 18.199 2579 2581 2583 rBV3 3429 3844 0.68% 0.054%
84 18.282 2593 2595 2598 rBV3 1830 1550 0.27% 0.022%
85 18.329 2598 2603 2608 rBV3 26766 39861 7.93% 0.562%
86 18.622 2650 2653 2654 rVB2 2624 2261 0.40% 0.032%
87 18.728 2668 2671 2673 rVB4 2859 2183 0.38% 0.031%
88 18.904 2700 2701 2703 rBV2 3494 2058 0.36% 0.029%
89 19.233 2755 2757 2758 rBV2 4223 2814 0.50% 0.040%
990 19.392 2779 2784 2785 rBv4 7179 10181 1.79% 0.143%
91 19.597 2817 2819 2822 rVB3 5662 4503 0.79% 0.063%
92 19.832 2853 2859 2865 rBV 402720 567323 100.00% 7.996%
93 19.962 2879 2881 2883 rBV3 5119 4148 0.73% 0.058%
94 20.014 2888 2890 2891 rBV2 5939 3521 0.62% 0.050%
95 21.360 3115 3119 3124 rBV8 17838 31344 5.52% 0.442%
96 21.724 3176 3181 3190 rVB 220857 367941 64.86% 5.186%
97 23.433 3467 3472 3479 rVB3 45955 93756 16.53% 1.321%
98 24.779 3692 3701 3712 rVB2 192395 567234 99.98% 7.995%
99 25.008 3731 3740 3753 rVB2 139204 402258 70.90% 5.669%
100 26.130 3929 3931 3933 rBV3 5716 5702 1.01% 0.080%

Sum of corrected areas: 7095205

SFAM-EPA-BGO72421.M Wed Jul 28 01:39:43 2021 3



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Jul 2021 17:18
: CG/JU
: M3082-17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
BG049482.D

: 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

o

Time-->

Abundance
400000
350000
300000
250000
200000
150000

100000

50000

TIC: BG049482.D\data.ms

8.753 10.48¢
7.2027.578 9.217 %§%03
8.048 ' 9.946

pB47  3.860 -36

62
V13431 14048 4.629 5.6%B4 586016286 490 7.966.266.5428.924 12 38864 1151802 12.460
\\\\‘\\\ ‘

350 4.00 450 500 550 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: BG049482.D\data.ms

19.832
17.547

15.691

14.393 17.447 21.724

14.099
14.698

4.892
15.803

135389414 1@1{4 1 5&@&@@%

= O

Time-->

Abundance
400000
350000
300000
250000
200000
150000
100000

50000

0

3.00 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: BG049482.D\data.ms

24.779

5.008

23.433

W"\»'/\«v&»wwkd " ™ 26.130

Time-->

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\BG072621\
Data File : BGO49482.D

Acq On : 26 Jul 2021 17:18
Operator : CG/JU

Sample : M3082-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 (DEL) Alkane: Cyclic3.084 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.084 14.43 ng/ul 109342 1,4-Dichlorobenzene-d4 8.054

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 90
2 2-Amino-oxazole 84 C3H4N20 004570-45-0 87
3 Cyclohexane 84 C6H12 000110-82-7 87
4 Cyclohexane 84 C6H12 000110-82-7 83
5 Cyclohexane 84 C6H12 000110-82-7 72
Abundance Scan 8 (3.084 min): BG049482.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1
84.2
5000
R R
37 107.0 175.8 3.103.203.303.403.50
ol ey 220D SE m/z 41,15 75.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1647: Cyclohexane
84.0
56.0
5000 [T T[T T T T T T
3.103.203.303.403.50
70 ‘ m/z 84.15 70.88%
O\\‘\‘\JL\\“‘\\H}‘\“\“\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1506: 2-Amino-oxazole
84.0
RRaa R
56.0 3.103.203.303.403.50
5000 m/z 55.15 38.72%
31.0 I |
oLl e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #1643: Cyclohexane e
56.0 84.0 3.103.203.303.403.50
' m/z 69.10 36.33%
5000
27.0
0““JM“ e LA B
m/z--> 20 40 60 80 100 120 140 160 180 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49482.D

Acq On : 26 Jul 2021 17:18
Operator : CG/JU

Sample : M3082-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.167 9.47 ng/ul 71733  1,4-Dichlorobenzene-d4 8.054

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 39
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 d-Arabinal 116 C5H803 000496-61-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
Abundance  Scan 22 (3.167 min): BG049482.D\data.ms (-18) (-) m/z 73.15 100.00%

—

5000 43.1
R L S e e
3.20 3.40 3.60
0l i) a
O e it P e e e e m/z 43.15 44 .81%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L B L
43.0 3.20 3.40 3.60
' ‘ ‘ m/z 87.15 26.08%
O\‘\u‘\\““\‘\HH‘\\‘\‘\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
L e e e
3.20 3.40 3.60
5000 ITI/Z 55.15 20.33%
43.0
0“‘h“m‘i““‘H“‘““““‘JTQHT"Q“W“mwm“m‘mwmwmwm
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #15764: 2,2,4-Trimethyl-3-pentanol M
73.0 3.20 340 3.60
m/z 41.15 12.97%
5000| 41.0 /\/\\
m/z--> 20 40 60 80 100120140160 180 200220 240 260 3.20 3.40 3.60
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\

BG049482.D

: 26 Jul 2021 17:18
: CG/JU
: M3082-17

: 13 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M

: SVOA CALIBRATION

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

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

Peak Number

3 Ethanol, 2-[2-(2-methylprop...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.627 5.03 ng/ul 54227 Naphthalene-d8 10.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 74
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50

Abundance Scan 1292 (10.627 min): BG049482.D\data.ms (-1287) (-~ m/z 45.15 100.00%
45.1
5000 /k
75.2 T LT -
101.3 10.50 11.00
0 HH_Hn‘,““m“‘”m “Mwm‘mel‘s“z.‘e,‘m m/z 57.25 92.82%
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
5000 N N T .
89.0 10.50 11.00
29.0 m/z 41.15 54.14%
73
O T T ‘ \H“‘\ \"“1‘\ “!Hi\\‘ \‘H{?‘ \‘\‘\ T H\ T \]-]\-?.\0\ T \1‘4\4.\0\
miz-> 20 40 60 80 100 120 140
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
10.50 11.00
5000 29.0 m/z 75.15  20.63%
‘ 75.0
100.0
olaso Lyl im0 o
miz--> 20 40 60 80 100 120 140
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)- I N
57.0 10.50 11.00
m/z 56.15 17.95%
5000
41.0
75.0
101.0
oL 2ol gl T gs20 Ll L
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49482.D

Acq On : 26 Jul 2021 17:18
Operator : CG/JU

Sample : M3082-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.328 2.18 ng/ul 39861 Phenanthrene-die 17.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2603 (18.328 min): BG049482.D\data.ms (-2598) (-  m/z 41.25 100.00%

41.3 73.2
5000
12921573 2133 T T
‘ ‘ T ‘ ‘ ‘ ‘ 256.3 18.00 18.50
om_m\‘H“!“‘M“w W_JH_J"_“UMW_MW‘_ m/z 43.25  90.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
18.00 18.50
151018502130 256.0 m/z 73.15 89.96%
O,
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126203: Pentadecanoic acid
430 730
18.00 18.50
5000 129.0 m/z 60.15 82.88%
199.0 242.0
I N
0 m_‘m““ J‘! M ”HHHW‘U‘E LB S ‘“uHwh_wmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75717: Dodecanoic acid — [
73.0 18.00 18.50
m/z 57.15 61.57%
43.0
5000
129.0
157.0 200.0
‘ 101.0 ‘ ‘
.Y 007 P O O O Ll
m/z--> 20 40 60 80 100120140 160180200 220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49482.D

Acq On : 26 Jul 2021 17:18
Operator : CG/JU

Sample : M3082-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 3,7,11-Tridecatrienenitrile... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.433 4.66 ng/ul 93756  Perylene-d12 25.008
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 74
2 Glutaric acid, tridec-2-yn-1-yl ... 446 C28H4604 1000405-02-9 64
3 Succinic acid, 2-fluorophenyl ge... 348 C20H25F04 1000391-21-3 64
4 Glutaric acid, di(geranyl) ester 404 C25H4004 1000405-03-0 59
5 Succinic acid, di(geranyl) ester 390 C24H3804 1000391-21-7 59

Abundance Scan 3472 (23.433 min): BG049482.D\data.ms (-3467) (- m/z 69.15 100.00%

69.2
5000
121.2 9350
23.50
0b— “M‘u ””u”m‘ b “ ““ I ‘1‘% 2“0“33 ‘2‘5‘2“?2‘9‘2‘3“‘3‘4\2‘43‘8‘2‘ m/z 81.15 46.58%
m/z--> 50 100 150 200 250 300 350
Abundance #112863: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl-
69.0
5000 T
23.50
136.0 m/z 41.15 36.74%
79 [, | 1750 2310
O‘“\‘\‘\‘\‘ ‘M\“‘\\H‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance  #324534: Glutaric acid, tridec-2-yn-1-yl geranyl ester
69.0
—
23.50
5000 115.0 m/Z 67.25 25.90%
P L
oLk LAl ) 15401070 2490 3110
m/z--> 50 100 150 200 250 300 350
Abundance  #257634: Succinic acid, 2-fluorophenyl geranyl ester T
69.0 23.50
m/z 68.15 17.76%
5000 112.0
J 195.0
o7 L hsa0 [
m/z--> 50 100 150 200 250 300 350 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49482.D

Acqg On : 26 Jul 2021 17:18
Operator : CG/JU

Sample : M3082-17

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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|
(DEL) Alkane: C... 3.084 14.4 ng/ul 109342 1 8.054 151558 20.0
Butane, 2-metho... 3.167 9.5 ng/ul 71733 1 8.054 151558 20.0
Ethanol, 2-[2-(... 10.627 5.0 ng/ul 54227 2 10.868 215827 20.0
n-Hexadecanoic ... 18.328 2.2 ng/ul 30861 4 17.447 366021 20.0
3,7,11-Tridecat... 23.433 4.7 ng/ul 93756 6 25.008 402258 20.0
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