LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51544.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.581 106 16 23 rBV 184859 340147 20.00% 1.075%
2 3.640 23 26 37 rVB 32200 52459 3.08% 0.166%
3  4.040 89 94 107 rBV3 26195 59768 3.51% ©0.189%
4 4.386 147 153 163 rVB 76371 125969 7.41% 0.398%
5 4.486 163 170 178 rBV3 35342 63276 3.72% 0.200%
6 4.938 242 247 255 rVB 85195 136425 8.02% 0.431%
7 5.755 375 386 393 rBV2 51637 138624 8.15% 0.438%
8 5.884 401 408 419 rVW 304906 734434 43.18%  2.321%
9 6.260 465 472 481 rBV 725001 1218151 71.61% 3.850%
10 6.389 484 494 499 rVB 24169 47574 2.80% 0.150%
11 7.359 652 659 664 rBV 654430 1054897 62.01% 3.334%
12 7.417 664 669 676 rvv 304768 500924 29.45% 1.583%
13 7.494 676 682 689 rW 492594 772210 45.40% 2.440%
14 7.588 691 698 704 rVW 101701 173292 10.19% 0.548%
15 7.664 704 711 724 rVB 579725 1015578 59.70% 3.209%
16 7.805 728 735 742 rBV 109723 194645 11.44% 0.615%
17 7.928 748 756 764 rVB 1017016 1663938 97.82% 5.258%
18 8.281 803 816 820 rBV 100246 178685 10.50% 0.565%
19 8.322 820 823 828 rVB 52820 73658 4.33% 0.233%
20 8.404 828 837 845 rVB 963644 1701037 100.00% 5.376%
21 8.498 845 853 865 rBv4 19591 42558 2.50% 0.134%
22 8.663 872 881 885 rBV2 279134 607269 35.70% 1.919%
23 8.710 885 889 896 rVB 628796 1053771 61.95%  3.330%
24 8.780 896 901 905 rVB 38372 55657 3.27% 0.176%
25 8.833 905 910 916 rVB 74767 120828 7.10% 0.382%
26 8.927 916 926 929 rBV2 115460 247243 14.53% 0.781%
27 8.974 929 934 939 rBV3 97176 167109 9.82% 0.528%
28 9.097 950 955 963 rVB 52992 98467 5.79% 0.311%
29 9.238 963 979 985 rBV7 112510 325096 19.11% 1.027%
30 9.297 985 989 993 rBV 53358 90315 5.31% 0.285%
31 9.356 993 999 1002 rVV5 37061 82251 4.84% 0.260%
32 9.397 1002 1006 1010 rVB2 131892 188276 11.07% 0.595%
33  9.450 1010 1015 1019 rBV 110293 168014 9.88% 0.531%
34 9.485 1019 1021 1026 rVB3 29925 43251 2.54% 0.137%
35 9.538 1026 1030 1042 rVB2 62534 122872 7.22% 0.388%

36 9.685 1042 1055 1059 rBv6é 83353 274165 16.12% ©.866%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 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-BG121421.M
Title : SVOA CALIBRATION

37 9.885 1076 1089 1093 rVV3 142264 447608 26.31% 1.415%
38 9.932 1093 1097 1103 rVV2 76668 167099 9.82% 0.528%
39 9.990 1103 1107 1110 rVWV 86653 159521 9.38% 0.504%
40 10.037 1110 1115 1121 rVV6 116621 254945 14.99% 0.806%
41 10.090 1121 1124 1128 rVV3 22168 31816 1.87% 0.101%
42 10.143 1128 1133 1134 rVV3 39885 56386 3.31% 0.178%
43 10.178 1134 1139 1146 rVB2 122532 236424 13.90% 0.747%
44 10.290 1155 1158 1165 rVB4 37825 66864 3.93% 0.211%
45 10.354 1165 1169 1176 rVB4 18749 30404 1.79% 0.096%
46 10.513 1189 1196 1202 rVV2 135961 252558 14.85% 0.798%
47 10.566 1202 1205 1211 rVB3 23669 35747 2.10% 0.113%
48 10.725 1220 1232 1239 rBV2 190980 411377 24.18% 1.300%
49 10.795 1239 1244 1252 rVB2 57181 112402 6.61% 0.355%
50 10.871 1252 1257 1265 rVB3 27860 50508 2.97% 0.160%
51 10.965 1267 1273 1276 rBV3 14688 25971 1.53% 0.082%
52 11.118 1290 1299 1303 rBV 135620 266650 15.68% 0.843%
53 11.165 1303 1307 1313 rVB 176376 307546 18.08% 0.972%
54 11.236 1313 1319 1326 rVB 126681 234696 13.80% 0.742%
55 11.365 1331 1341 1347 rBV6 49470 144437 8.49% 0.456%
56 11.430 1347 1352 1359 rVB1e 27520 63359 3.72% 0.200%
57 11.535 1364 1370 1376 rBV5 59685 126217 7.42%  0.399%
58 11.635 1383 1387 1392 rBV7 21747 31887 1.87% 0.101%
59 11.723 1392 1402 1409 rBV6 82404 258775 15.21% 0.818%
60 11.805 1409 1416 1422 rVB6 104243 230296 13.54% 0.728%

61 11.882 1422 1429 1433 rBV5 74456 188751 11.10% ©.596%
62 11.941 1433 1439 1445 rVB7 105695 226487 13.31% 0.716%
63 12.005 1445 1450 1455 rVB4 99732 166673 9.80% 0.527%
64 12.070 1455 1461 1471 rVB4 164492 388094 22.82% 1.226%
1

65 12.181 1471 1480 1484 rBV3 196749 467172 27.46% .476%
66 12.270 1490 1495 1498 rBV2 52713 87649 5.15% 0.277%
67 12.305 1498 1501 1506 rVB 96003 144733 8.51% ©.457%
68 12.369 1506 1512 1514 rBV3 112785 207744 12.21% ©.656%
69 12.463 1522 1528 1533 rBV5 106948 250269 14.71% 0.791%
70 12.540 1533 1541 1548 rVV3 210001 634742 37.32%  2.006%
71 12.604 1548 1552 1557 rVV3 57146 107355 6.31% ©.339%
72 12.669 1559 1563 1570 rVB8 39091 92594 5.44%  0.293%
73 12.757 1570 1578 1586 rVB7 59938 142085 8.35%  0.449%
74 12.898 1598 1602 1609 rVB8 16505 26598 1.56% ©.084%
75 12.974 1609 1615 1624 rBV7 48072 121600 7.15% ©.384%

76 13.098 1629 1636 1646 rVB4 94786 237752 13.98% 0.751%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 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-BG121421.M

Title : SVOA CALIBRATION

77 13.204 1646 1654 1658 rBV7 13563 29773 1.75% 0.094%
78 13.674 1725 1734 1739 rVV2 120852 233449 13.72% 0.738%
79 13.903 1765 1773 1780 rVB 90500 152891 8.99% 0.483%
80 14.302 1834 1841 1847 rW 453572 671722 39.49% 2.123%
81 14.561 1878 1885 1888 rVVv4 34872 67569 3.97% 0.214%
82 14.608 1888 1893 1900 rVB 434939 706951 41.56% 2.234%
83 14.678 1900 1905 1908 rBvV4 16962 27384 1.61% ©0.087%
84 14.913 1939 1945 1953 rVB 234427 375711 22.09% 1.187%
85 15.066 1966 1971 1981 rVB3 60205 98277 5.78% 0.311%
86 15.172 1985 1989 1994 rVB2 23641 34681 2.04% 0.110%
87 15.900 2106 2113 2121 rVB 651532 981794 57.72%  3.103%
88 15.994 2121 2129 2137 rBV 236011 373287 21.94% 1.180%
89 17.034 2302 2306 2311 rBVS 15007 22282 1.31% 0.070%
90 17.656 2405 2412 2418 rBV 328942 516368 30.36% 1.632%
91 17.756 2422 2429 2435 rBV 774612 1158010 68.08% 3.659%
92 18.115 2487 2490 2495 rBV4 18789 33452 1.97% 0.106%
93 18.532 2556 2561 2570 rBV 296469 415775 24.44% 1.314%
94 19.707 2758 2761 2770 rVB4 59084 100983 5.94% 0.319%
95 19.789 2771 2775 2784 rVB 141929 188660 11.09% 0.596%
96 20.030 2810 2816 2823 rBV 964936 1418700 83.40% 4.483%
97 21.586 3078 3081 3090 rVB8 34588 58896 3.46% 0.186%
98 21.974 3141 3147 3156 rVB 333566 587737 34.55% 1.857%
99 25.234 3691 3702 3712 rVB 462646 1423300 83.67% 4.498%
100 25.475 3733 3743 3753 rVB 182791 539914 31.74% 1.706%

Sum of corrected areas: 31644190
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
BGO51544.D

: 15 Dec 2021 19:43
: CG/JU
: M4995-06

: 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000+

0

TIC: BG051544.D\data.ms

7.928 8.404
6.260
7.664
7.494
5.884 7417 8.663
ail 12,540
581 10.72511.165
3850 9 51 289

4386 4.938 SRE05 88-2 12 2 '_ ) 635 it . 40 11t .r‘, 04ek3 05
31640 4.486 5.7 | 1302 &I7B:0%F ' (§ Ak oS bR
4.({40 AM _.289 49 i RG2S g SiLic

AN
L L L B B B B L e L L L L L B L L B B

‘\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1000000

800000

600000

400000

200000

TIC: BG051544.D\data.ms

20.p30
17.756
15.900
21.974
17.656 18532
8.994
21.586
17.034 Lo A

0
Time-->
Abundance
1000000

800000

600000

400000

200000

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: BG051544.D\data.ms

25.234

5.475

07

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\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Toluene Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
4.386 14.10 ng/ul 125969 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 91
2 Toluene 92 C7H8 000108-88-3 90
3 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 87
4 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 87
5 Toluene 92 C7H8 000108-88-3 87
Abundance Scan 153 (4.386 min): BG051544.D\data.ms (-147) (-) m/z 91.15 100.00%
91.2
5000
REaa R o
391 g1 65"2 S 4.00 4.20 4.40 4.60 4.80
e el el m/z 92,15 55.42%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2759: Toluene
91.0
5000 DL L R R

4.00 4.20 4.40 4.60 4.80
m/z 39.15 14.25%
39.0 51.0 65.0

\\\‘\\\\’\\\\‘\2\\7\.‘0\\\\“\\\\“\\\\‘}‘\‘\\‘\7\\7\.‘0\\\\“\‘\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2755: Toluene
91.0
4.00 4.20 4.40 4.60 4.80
5000 m/z 65.15 13.89%
270 390 510 650
10 150270 | M0 T e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2778: Spiro[2,4]hepta-4,6-diene REaa e a aa e o
91.0 4.00 4.20 4.40 4.60 4.80
m/z 63.05 9.74%
5000
39.0 65.0
27.0 ‘ 51.0
S S S R | £ A Y IS .V A IR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 3 Tetrachloroethylene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
4.938 15.27 ng/ul 136425 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 96
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 91
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 38
Abundance Scan 247 (4.938 min): BG051544.D\data.ms (-242) (-) m/z 165.85 100.00%
165.8
5000 94.0
47.1
T ERmmaz T
| ‘ ‘ ‘ | 126 4.60 4.80 5.00 5.20
‘“““‘““h“\“““““"“““““““““““"‘ m/z 163.85 76.56%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #39854: Tetrachloroethylene
166.0
5000 LI L I B L I B L I R
470 94.0 4.60 4.80 5.00 5.20

m/z 130.95 65.52%

‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #39853: Tetrachloroethylene

166.0

4.60 4.80 5.00 5.20
5000 94.0 m/z 128.95  64.00%
47.0
‘\L h‘ ‘
e ‘ e

\L |
N .
miz—> 0 50 100 150 200 250 300 350 400

Abundance #39850: Tetrachloroethylene R RRRR R R
166.0 4.60 4.80 5.00 5.20
m/z 93.95 50.10%
5000
94.0
47.0
m/z--> 0 50 100 150 200 250 300 350 400 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.755 15.52 ng/ul 138624 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 3,3-dimethyl- 116 C6H1202 001070-83-3 45
2 Acetic acid, chloro-, 1,1-dimeth... 150 C6H11C102 000107-59-5 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 28
5 Butanoic acid, 3,3-dimethyl- 116 C6H1202 001070-83-3 28
Abundance Scan 386 (5.755 min): BG051544.D\data.ms (-375) (-) m/z 59.15 100.00%

59.1
5000 91.0

206.9 5.40 5.60 5.80 6.00
T \H\H\‘\H”"\\M“\‘H\‘HH‘HH‘HH‘HH‘H.\\ mZ 57.15 86.22%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9258: Butanoic acid, 3,3-dimethyl-

57.0

5000 e
5.40 5.60 5.80 6.00

‘ m/z 41.15 42.72%
il

‘ 10.?..0
mi L
\\\\‘\\\\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #27967: Acetic acid, chloro-, 1,1-dimethylethyl ester
59.0

540560580600

135.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9491: 2-Hexanol, 2-methyl- A EAmEaREE
59.0 5.40 5.60 5.80 6.00

m/z 55.15 30.15%

5000
27.0 ‘ 101.0
T T [ |
R A L L RS Ramaass N

m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Benzene, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.884 82.20 ng/ul 734434  1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 o-Xylene 106 C8H10 000095-47-6 95
Abundance Scan 408 (5.884 min): BG051544.D\data.ms (-401) (-) m/z 91.15 100.00%
91.2
5000 106.2
 EBEmmOE R
39.1 51.1 g5p 772 5.60 5.80 6.00 6.20
H‘HH‘\H\’HH“HHM\“\\\‘\“\‘H‘H‘\‘\H‘HH“\‘H\‘\‘M‘\‘\H m/Z 106.15 42.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 0 RN Ra NS
5.60 5.80 6.00 6.20
390 770 m/z 105.15 19.65%
zo " w0 )
| \ i , . i
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5719: o-Xylene
91.0
A EEmmOE R
5.60 5.80 6.00 6.20
5000 106.0 m/z 77.15 12.99%
39.0 510 g50 770 ‘
O O S
mfz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5724: p-Xylene e
91.0 5.60 5.80 6.00 6.20
m/z 39.15 10.40%
5000 106.0
27.0 39"0 51"0 65.0 77"‘0 ‘
| , I A | . il
e e e e e e AR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 6 o0-Xylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.260 136.35 ng/ul 1218150 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 p-Xylene 106 C8H10 000106-42-3 97
Abundance Scan 472 (6.260 min): BG051544.D\data.ms (-465) (-) m/z 91.15 100.00%
91.2
5000 106.2
R R A RRRE
39.1 511 52 77‘-2 6.00 6.20 6.40 6.60
H‘H‘w“H‘H‘M"HHM‘weUH‘m‘M“HWL‘W‘Mm‘H“ m/z 106.15  41.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
106.0
5000 UL L B I IR L R
6.00 6.20 6.40 6.60
770 m/z 105.15 17.70%
39.0 510 g50 ' ‘
\\‘]\.\5\.\0‘\2\7\.‘0\\\\“\\\\}M‘\\\‘{‘\‘\\‘\\\“‘\\\\“1\\\‘\‘{\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5719: o-Xylene
91.0
R RS RRRE
6.00 6.20 6.40 6.60
5000 106.0 m/z 77.15 13.42%
39.0 510 650 70 ‘
480 200 T
mfz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl- B AR
91.0 6.00 6.20 6.40 6.60
m/z 51.15 11.13%
5000 106.0
39.0 77.0
o ey
| . i , . L1
e e e e e e e B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60

SFAM-EPA-BG121421.M Thu Dec 23 02:07:39 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 8 Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.494 86.43 ng/ul 772210 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 682 (7.494 min): BG051544.D\data.ms (-676) (-) m/z 105.15 100.00%
105.2
5000 120.2
A AR ARRAR
391 gaq |0 912 7.20 7.40 7.60 7.80
\\’\\H’H\\‘\\H“‘\H\“‘\”\\\‘\“\‘\\‘H\\‘“\\H“‘HH‘\‘\‘\‘\‘H‘\‘\“‘HH‘\ m/z 129.15 42.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10695: Mesitylene
105.0
120.0
5000 LB L L L L BN LR
7.20 7.40 7.60 7.80
m/z 77.15 15.36%
77.0 91.0
\\’\\H’H\r\‘\\H“‘\H\i‘\‘\\{‘6‘:\?"\.‘\0\‘H\‘H‘\\H“i\H‘\Hl\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
A R ARRAR
7.20 7.40 7.60 7.80
5000 120.0 m/z 91.15 13.06%
28.0 77.0 91.0
I TN Y N N N
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10715: Benzene, 1,2,3-trimethyl- A R ERARRE RS
105.0 7.20 7.40 7.60 7.80
m/z 119.15 11.81%
120.0
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 7.20 7.40 7.60 7.80

SFAM-EPA-BG121421.M Thu Dec 23 ©02:07:39 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 9 Benzene, 1-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.664 113.67 ng/ul 1015580 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 711 (7.664 min): BG051544.D\data.ms (-704) (-) m/z 105.15 100.00%
105.2
5000
120.2
e
301 511 652 ° 91‘-2 7.40 7.60 7.80 8.00
\\‘HH‘HH“‘\\H“‘\H\H“\‘UH‘HH‘“HH“W‘WH‘\‘\‘\‘\‘H‘\‘\“H\\‘\ m/Z 120.15 39.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 LA B B LI B R
7.40 7.60 7.80 8.00
120.0 m/z 77.15 16.14%
79.0 91.0
27.0 390 510 680 | U7
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
e
7.40 7.60 7.80 8.00
5000 120.0 m/z 91.15 14.45%
39.0
77.0
27.0 51.0 63.0 ‘ 91.0
H“HL‘H‘lﬁ“JM‘HWNN‘,W‘M““qM‘H‘JN“Hwﬂw“w‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl- e
105.0 7.40 7.60 7.80 8.00
m/z 79.15 12.32%
5000
120.0
27‘.0 39‘.0 51.0 ¢5.0 77‘.0 91‘.0 |
| Aol i | L, Ll
R e AARaaaE A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00

SFAM-EPA-BG121421.M Thu Dec 23 02:07:40 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 10 Benzene, 1,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.928 186.24 ng/ul 1663940 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 756 (7.928 min): BG051544.D\data.ms (-748) (-) m/z 105.10 100.00%
105.1
5000 120.2 J\
A AR R
451 511 77"2 91.2 7.60 7.80 8.00 8.20
e 8 842 Ll myz 120015 41.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0

|

5000 LB B B O B B B |
7.60 7.80 8.00 8.20
- m/z 77.15 14.62%
51. " 91.0
\\’\\\\‘\2\\7\.(‘)\\\\“\\\\i‘i‘\\}“eﬂ’-\q‘\\\‘“‘\\\\“H\\‘\Ml\‘\\‘\‘\“‘\\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
R A RARmEE R
7.60 7.80 8.00 8.20
m/z 91.15 12.59%
5000 120.0 /
77.0
15.0 L 39‘\0 \‘u 6%\0 M 0 ‘ L ‘ L
L e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 k
Abundance #10695: Mesitylene R ARARmRERET
105.0 7.60 7.80 8.00 8.20

m/z 119.10 11.51%

120.0
5000
39.0 77.0 91.0 /\
26,0 Ly i “63‘.‘0 ‘\\ l M‘ \‘\“

\\’\H\‘\\\r\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\ “\\\\‘\ \\‘\\\\‘\\\\’\\\\‘\\\\’

m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20

SFAM-EPA-BG121421.M Thu Dec 23 02:07:40 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 11 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.404 190.40 ng/ul 1701040 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 837 (8.404 min): BG051544.D\data.ms (-828) (-) m/z 105.15 100.00%
105.2
5000
REaaE R e
. 77"2 8.00 8.20 8.40 8.60 8.80
et L RBA2 2678 ;130015 38.84%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 L RN L R
8.00 8.20 8.40 8.60 8.80
m/z 77.15 15.08%
390 7.0
\H‘\H\\“‘H“V\“\‘\HM‘H‘\\‘UH‘\““\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10692: Mesitylene
105.0
REaaE e e A
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.10 11.95%
77.0
39.0 ‘
m‘m“"H‘;u“““‘H“W‘H“:““d““m‘mWm‘mwmwH‘mwm
m/z--> 20 40 60 80 100120140160180200220240260 /\
Abundance #10718: Benzene, 1,2,4-trimethyl- R Rmar SR B RATAN
105.0 8.00 8.20 8.40 8.60 8.80
m/z 79.15 10.39%
5000
77.0
ettt ttrrdy et At e
m/z--> 20 40 60 80 100120140160180200220240260 8.00 8.20 8.40 8.60 8.80

SFAM-EPA-BG121421.M Thu Dec 23 02:07:41 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 13 1Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.663 67.97 ng/ul 607269 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 CS9H10 000496-11-7 87
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, 1-ethenyl-4-methyl- 118 C9H10 000622-97-9 53
Abundance Scan 881 (8.663 min): BG051544.D\data.ms (-872) (-) m/z 117.10 100.00%
117.1
5000
912 \\\/‘\\\\\‘\\\\‘\\\\‘\\\\
39.1 631 ‘ 1461 8.40 8.60 8.80 9.00
0“‘w"Hﬁ‘ﬂ‘wm‘w‘mh‘m“hw“WH\H“H“H“_‘ m/z 118.15 51.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
11y.0
5000 L B L L L BN AL
8.40 8.60 8.80 9.00
39.0 91.0 m/z 115.10  34.49%
73.0 ‘
\\\'\O‘\‘\\\“‘\\“i\“‘\‘\\\h‘\\‘\\“\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0 /L
LVARWE B0 W
8.40 8.60 8.80 9.00
5000 m/z 91.15 18.27%
91.0
39.0 63.0
15-0L
m/z--> 20 40 60 80 100 120 140 160 180 200 /\A
Abundance #72304: Benzene, (2-bromocyclopropyl)- ‘A\‘H“‘H“‘H““H‘
117.0 8.40 8.60 8.80 9.00
m/z 63.15 11.46%
5000
91.0
390 630
L 152.0174.0196.0
R A i L e A M PR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

SFAM-EPA-BG121421.M Thu Dec 23 02:07:42 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 14 Cyclohexanone, 3,3,5-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.710 117.95 ng/ul 1053770 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 59
Abundance Scan 889 (8.710 min): BG051544.D\data.ms (-885) (-) m/z 83.15 100.00%
83.2
5000 55.1 A
39/1 140.2 N N R
‘ 1071 8.40 8.60 8.80 9.00

oHH_mg“m““_hm‘u‘”w_m_‘”wm m/z 69.10  52.99%

miz--> 20 40 60 80 100 120 140

Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-

83.0
5000 410 \\‘\\\\‘\\\\‘\\\\‘\\\\’
8.40 8.60 8.80 9.00
140.0 m/z 55.15 43.81%
5.0
miz-> 20 40 60 80 100 120 140
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
o ARmmEEREEEL
8.40 8.60 8.80 9.00
5000 m/z 41.15 38.00%
55.0
140.0
39‘0 ‘
\\¥§9“J\Jﬂ‘\HJ‘\HH\‘w\\i“‘}}?p‘J\‘\y\\\
miz--> 20 40 60 80 100 120 140
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0 8.40 8.60 8.80 9.00
m/z 56.15 37.34%
5000 55.0
39.0
150 ‘ 140.0
i M bl ‘ L1120 |

m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00

SFAM-EPA-BG121421.M Thu Dec 23 02:07:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 16 Benzene, 1-methyl-3-propyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.833 13.52 ng/ul 120828 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 93
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 87
3 2-Tolyloxirane 134 C9H100 002783-26-8 81
4 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 72
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 64
Abundance Scan 910 (8.833 min): BG051544.D\data.ms (-905) (-) m/z 105.15 100.00%
105.
5000
77.1 134-2 \\\\‘\\\\‘\\\\‘\\\\’\\\
39.1 571 ‘ ‘ 8.60 8.80 9.00 9.20
\\‘HH‘\\H‘HH"‘\\H“‘\H‘\’\‘\‘H‘\H\‘“H\‘\"‘\‘\H‘{H\\’HH‘\‘HH‘H‘H‘H m/z 134-15 22-08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000 L/\\\\\/‘\\\\\‘\\\\‘\\\\’\\\
8.60 8.80 9.00 9.20
77.0 134.0 m/z 106.05  18.52%
39.0 ‘
\\‘H\.\‘\HH“HH"\\Hi‘\\\?’2\‘-\9\‘\Hm‘HH"M\H‘\‘\!\’H‘\‘\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
e e e
8.60 8.80 9.00 9.20
5000 m/z 77.10 17.23%
134.0
77.0
27'0 | 5]T'O I ‘\‘ | L I |
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17529: 2-Tolyloxirane e A AR A
105.0 8.60 8.80 9.00 9.20
m/z 91.15 12.22%
5000
134.0
51.0 77.0
S iR | Y S N SRV VP AP L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 18 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.238 36.39 ng/ul 325096 1,4-Dichlorobenzene-d4 8.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 55
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 55
3 o-Cymene 134 C1leH14 000527-84-4 55
4 p-Cymene 134 C10H14 000099-87-6 55
5 o-Cymene 134 C10H14 000527-84-4 55
Abundance Scan 979 (9.238 min): BG051544.D\data.ms (-963) (-) m/z 57.15 100.00%

57.1 119.2
41.1
5000 88.2

‘ \H I 9.00 9.20 9.40 9.60
Il

135.1 o
L L R A \\"‘\ Tt m/Z 119.15 98.924
m/z--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0

9.00 9.20 9.40 9.60
m/z 41.15 61.78%

91.0
T ‘ T \]-\5\0‘ T ‘\ \3\9‘"0\ T ‘\ \‘6‘\5‘ \0\ \“ T \‘\ T "\‘\ \‘\‘} T ?‘\3?-‘()\
miz--> 0 20 40 60 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0

9.00 9.20 9.40 9.60

5000 m z 88.15 37.65%
39.0 oo
65.0 ‘
S S D R RSP B -
m/z--> 0 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene el
119.0 9.00 9.20 9.40 9.60

5000

m/z 134.15  29.38%
91.0
150 390 459 ‘

m/z--> 0 20 60 80 100 120 140 9.00 9.20 9.40 9.60

SFAM-EPA-BG121421.M Thu Dec 23 02:07:43 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
9.356 9.21 ng/ul 82251 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 14
2 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 14
3 Trans-3-methylpent-3-ene-5-o0l 100 C6H120 030801-95-7 11
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 10
5 Ether, 3-butenyl pentyl 142 CS9H180 034061-78-4 10

Abundance Scan 999 (9.356 min): BG051544.D\data.ms (-993) (-) m/z 43.15 100.00%

43.1 87.1
5000
DT T
‘1161 9.00 9.20 9.40 9.60
“MH“‘H“‘H“‘H“‘H‘,H““ m/z 87.10 94.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13226: 1-Hexene, 3,4,5-trimethyl-
43.0
T ﬂ A
5000 \‘\\\\’\\\\‘\\\V’\\\\‘\
9.00 9.20 9.40 9.60
m/z 74.00 86.56%
‘ 98.0
\\\‘\\\\“\\\1‘\\‘}\‘h\\\“\\\\]-‘2\6\.\0\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #152680: Sulfurous acid, octyl 2-pentyl ester
71.0
T R IR
9.00 9.20 9.40 9.60
5000 43.0 m/z 71.15  80.44%
‘ ‘ 113.0
et e 1660 195.0
miz--> 20 40 60 80 100 120 140 160 180 /\ /
Abundance #4421: Trans-3-methylpent-3-ene-5-ol TR A Rman T
71.0 9.00 9.20 9.40 9.60
410 m/z 41.15 38.74%
5000
‘ 100.0
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

SFAM-EPA-BG121421.M Thu Dec 23 02:07:44 2021
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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\BG121421\

BGO51544.D

: 15 Dec 2021 19:43
: CG/JU
: M4995-06

: 42 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 21 Benzene, 4-ethyl-1,2-dimethyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.397 21.07 ng/ul 188276 1,4-Dichlorobenzene-d4 8.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 87
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 87
Abundance Scan 1006 (9.397 min): BG051544.D\data.ms (-1002) (-) m/z 119.10 100.00%
119.1
5000
91.2
e A
39.1 5.1 ‘ o 9.00 9.20 9.40 9.60 9.80
\‘\\\\‘\\H“H\\“\W"\‘\‘\‘\H‘\‘H\“\‘“\\‘U“\\‘M‘H\\‘\\\\‘\\\%O\\G;T m/Z 134.10 32.07%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
9.00 9.20 9.40 9.60 9.80
91.0 m/z 91.15  28.45%
65.0
\‘\?‘\5\.‘0\‘\\3\9“:?\“\‘\"\‘\H‘H‘ T T “1‘\ \‘M T RERESRERENRRERR RN
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
110.0 /\ A
9.00 9.20 9.40 9.60 9.80
5000 m/z 117.05 19.23%
39.0 g5 910
‘_%ﬁgﬂkubwwu$p‘M‘W‘N‘HM_‘H‘H‘W‘H‘_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 AA
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- SR ILATA v
119.0 9.00 9.20 9.40 9.60 9.80
m/z 77.15 16.03%
5000
91.0
39.0 650 ‘
w\H\MMHWHWWNH$M\H‘W\M\th\u‘u\w\u\w\u
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 22 unknown-03 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.538 13.75 ng/ul 122872 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 28
2 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 17
3 Isobutylamine 73 C4H11N 000078-81-9 9
4 Propanoic acid 74 C3H602 000079-09-4 9
5 Propanoic acid 74 C3H602 000079-09-4 9

Abundance Scan 1030 (9.538 min): BG051544.D\data.ms (-1026) (-) m/z 74.15 100.00%

74.2
5000 41.1
55.1

97.0 1150 950
H‘\\H‘HH’HHiH‘H“\‘H‘\H‘\‘\‘m‘H‘H‘H’H\‘\‘HH“‘H‘H‘\H\‘HH’ m/z 41-15 41.53%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000 43.0 —T T

9.50
m/z 69.15 40.40%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15469: Hexanoic acid, methyl ester
74.0
—

9.50
5000 43.0 m/z 43.15 35.85%
ﬂo 59.0 99.0
. | 11501300
‘WH‘WHHV‘H_HW‘HWHH“H_H‘VHWH‘WHH_‘H_HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #857: Isobutylamine R ‘
30.0 9.50

m/z 73.15 34.91%

5000
150 850 79

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50

s
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
BGO51544.D

: 15 Dec 2021 19:43

: CG/JU

: M4995-06

: 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 23 unknown-04

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.685 30.69 ng/ul 274165 1,4-Dichlorobenzene-d4 8.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentyn-3-0l, 3,4-dimethyl- 112 C7H120 001482-15-1 27
2 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 18
3 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 18
4 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 18
5 dl-Mevalonic acid lactone 130 C6H1003 000674-26-0 14

Abundance Scan 1055 (9.685 min): BG051544.D\data.ms (-1042) (-) m/z 69.15 100.00%

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

69.2
43.1

97.2

115.1 ‘9‘50‘ ‘10‘00‘
‘\“ \‘ HMH il ‘ 148.1 : :

\\\\‘\\\\“\\\‘\H‘}‘\M ‘\‘\\‘\\‘\\\\‘\‘\‘\\“\1\\ m/Z 71.15 75.53%
20 40 60 80 100 120 140
#7438: 1-Pentyn-3-ol, 3,4-dimethyl-
69.0

‘ Ar

97.0
27.0 H ‘
\\\\‘\‘\\\i‘\\‘HH\‘\‘\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\
20 40 60 80 100 120 140
#1688: 1-Butene, 3,3-dimethyl-
69.0
41.0

“1‘5;?‘\«Mwma?%-?‘_m_m_m
20 40 60 80 100 120 140
#1689: 1-Butene, 3,3-dimethyl-

- ‘
41.0 69.0 9.50

10.00
m/z 55.15 63.40%

[N 8$-0

—
20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 24 unknown-@5 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.885 33.57 ng/ul 447608  Naphthalene-d8 11.118

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 46
2 Cyclopentanethiol, 2-methyl-, cis- 116 C6H12S 001638-94-4 43
3 2H-1,2-0Oxazine, tetrahydro-2-methyl- 101 C5H11NO 022445-43-8 38
4 Cyclobutanecarboxylic acid, prop... 142 C8H1402 1000280-40-0 27
5 4-Nonanol 144 C9H200 005932-79-6 27

Abundance Scan 1089 (9.885 min): BG051544.D\data.ms (-1076) (-) m/z 43.15 100.00%

43.1
85.2
5000
9%0‘ iObd
266.9 . : :
g T 3% sz 5515 97.90%
mlz--> 50 100 150 200 250 300 350
Abundance #4549: |sopropyl isothiocyanate
60.0 101.0
5000 — —
9.50 10.00
m/z 41.15 79.12%
15.
“‘”\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #9358: Cyclopentanethiol, 2-methyl-, cis-
55.0
— ——
116.0 9.50 10.00
5000 m/z 60.10 77 .59%
15. ‘
mfz--> 50 100 150 200 250 300 350
Abundance #4635: 2H-1,2-Oxazine,tetrahydro-2-methyl- ‘ i WV ‘
60.0 101.0 9.50 10.00
m/z 85.15 67.82%
) M
H\Hh\ ‘HL ‘1“ “\“ )/\J\ e My

m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 28 Benzene, 1-methyl-3-(1-meth... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.513 18.94 ng/ul 252558 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 64
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 64
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 64
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 64
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 64
Abundance Scan 1196 (10.513 min): BG051544.D\data.ms (-1189) (-  m/z 119.15 100.00%
119.2
5000
39.1 ‘ ‘ ‘ 10.50
Al bk 2072 2901 4260 .0 197 15 45.69%
mlz--> 50 100 150 200 250 300 350 400
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 J\ e :
10.50
m/z 134.15 37.98%
]-\5.\()\‘\“‘6:\5‘;?\“‘“‘\‘ ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
SN VPN 1 B A W
10.50
5000 m/z 91.10 31.14%
65.‘
s 0L
miz--> 50 100 150 200 250 300 350 400
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- UL Syt WJ‘
119.0 10.50
m/z 115.10  23.04%
5000
i AL
S N ) FOUNT SN AL VA PR
m/z--> 50 100 150 200 250 300 350 400 10.50
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Data Path :
Data File :
: 15 Dec 2021 19:43
: CG/IU

: M4995-06

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BGO51544.D

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\

: 42 Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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 36 unknown-06

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.723 19.41 ng/ul 258775 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, 2,5-dimethyl- 136 C9H120 053957-33-8 40
2 Benzenecarboximidamide, 4-methyl- 134 C8H1ON2 018465-11-7 35
3 Benzyl alcohol, 2,3-dimethyl- 136 C9H120 013651-14-4 25
4 1H-Inden-5-0l1, 2,3-dihydro- 134 C9H1e0 001470-94-6 20

5 Nicotinonitrile, 1-ethyl-1,4-dih... 134 C8H1ON2

Abundance Scan 1402 (11.723 min): BG051544.D\data.ms (-1392) (-

019424-16-9 20

m/z 43.10 100.00%

g51 1212
5000
e e
‘ 2072 11.50 12.00
\\\‘\\\\i‘\\ ‘h\\‘\‘\‘HH‘HH‘HH‘H.\\ m/Z 41.20 66.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18935: Benzenemethanol, 2,5-dimethyl-
118.0
5000 91.0 e ——
11.50 12.00
m/z 121.15 62.86%
39.0 65.0
]\-\\‘\\\\‘\\”\“‘\‘\\\“‘\\\\“\H\\‘\U\\\‘\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17461: Benzenecarboximidamide, 4-methyl-
118.0 J\AA
\/\‘ T T T T ‘ T
11.50 12.00
5000 m/z 85.10 59.63%
91.0
43,0 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18928: Benzyl alcohol, 2,3-dimethyl- e ——
118.0 11.50 12.00
m/z 118.05 58.46%
91.0
5000
o LAL
m‘HH‘;“H“:M““"W‘uu“‘HH‘“‘mwmwm_m_m TR L T TY RV R, R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 37 unknown-07 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.806 17.27 ng/ul 230296 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexyne, 3-ethoxy-3,4-dimethyl- 154 C10H180 054244-91-6 27
2 2-Ethyl-1-butanol, trifluoroacetate 198 C8H13F302 116464-98-3 27
3 4-Hepten-3-one, 4-methyl- 126 C8H140 022319-31-9 27
4 4-Hexen-3-one, 4,5-dimethyl- 126 C8H140 017325-90-5 27
5 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 27

Abundance Scan 1416 (11.805 min): BG051544.D\data.ms (-1409) (-  m/z 69.15 100.00%

41.1 69
5000
— —
11.50 12.00
m/z 55.15 97.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31105: 1-Hexyne, 3-ethoxy-3,4-dimethyl-
69.0 97.0
5000 — ——
11.50 12.00
41.0 m/z 41.15  93.65%
“ 139.0
\\\\‘\\\\‘\\‘}“\“\“\\\“H\\‘\\‘\\‘i\‘\\\\“\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #74303: 2-Ethyl-1-butanol, trifluoroacetate
43.0
71.0 — -
11.50 12.00
5000 m/z 71.15 93.07%
15.0 \‘ L 0 990 129.0 150.0169.0
T T e e L]
Miz--> 20 40 60 80 100 120 140 160
Abundance #13027: 4-Hepten-3-one, 4-methyl- — ——
41.0 97.0 11.50 12.00
69.0 : m/z 74.60 91.78%
5000
126.0
15.0 WM/WM
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Data Path :
Data File :
Acqg On

Sample
Misc :
ALS Vvial : 42

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
BG051544.D

: 15 Dec 2021 19:43

Operator : CG/JU

: M4995-06

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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 38 unknown-08

Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
11.882 14.16 ng/ul 188751 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropanecarboxylic acid, und... 240 C15H2802
2 Isodecyl methacrylate 226 C14H2602
3 Cyclopropanecarboxylic acid,isop... 128 C7H1202
4 2-Propenoic acid, 2-methyl-, pro... 128 C7H1202
5 4-Methyl-2-pentyl acetate 144 C8H1602

Abundance Scan 1429 (11.882 min): BG051544.D\data.ms (-1422) (-

5000

43.1

87.1

113.2
Ll M‘ ‘h \‘HH\ \\‘1432

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123733: Cyclopropanecarboxylic acid, undecyl ester

87.0

103677-78-7 35
029964-84-9 27
006887-83-8 27
002210-28-8 27
000108-84-9 25

m/z 87.10 100.00%

=

— —
11.50 12.00
m/z 43.15 90.89%

2

5000 — —
11.50 12.00
41.0 m/z 69.15 87.42%
‘ ‘ ‘ ‘ ‘ 126.0 154.0
H\‘H‘H““\HU‘\‘“\\“!‘}\H‘\\M\‘\“H\‘H\‘\‘\H\’\.H\‘HH‘\H\‘\'\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106890: Isodecyl methacrylate
(o
a0 %90
— —
11.50 12.00
5000 m/z 41.15 86.97%
111.0
140.0
190 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14153: Cyclopropanecarboxylic acid,isopropyl ester “ —
69.0 11.50 12.00
m/z 60.15 79.77%
" N/\J\/W
113.
‘H‘HH"wwiH_MHM‘E?‘HM‘HM‘HW‘HM‘HMH‘_‘ ‘mm —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 39 unknown-09 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

11.941 16.99 ng/ul 226487 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid,tetr... 282 C18H3402 054460-44-5 38
2 Octyl crotonate 198 C12H2202 1000429-17-5 35
3 Cyclopropanecarboxylic acid,decy... 226 C14H2602 054460-47-8 35
4 Cyclopropanecarboxylic acid, pro... 128 C7H1202 060128-01-0 35
5 3,4,6-Tri-0-methyl-d-glucose 222 C9H1806 1000127-03-2 30

Abundance Scan 1439 (11.941 min): BG051544.D\data.ms (-1433) (- m/z 41.15 100.00%
41.1
69.2

5000

3

101.2
136.1 —

| H 220.8 12.00
b 55T m/z 55.15 94.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #176288: Cyclopropanecarboxylic acid,tetradecyl ester
87.0
41.0
5000 T
12.00
m/z 69.15 80.96%
111.0 196.0
‘\\\\‘i‘\‘\\‘H‘\w\\“MM\}“‘\\H\‘\‘\}\4;2\.\0\\]‘-\6\8\.\0‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73534: Octyl crotonate
69.0
—
12.00
5000, 10 m/z 87.15  77.44%

\*W*NH*M*JH\M**ﬁ%%?w‘*w‘ww*w*w*ww*w*w*

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106954: Cyclopropanecarboxylic acid,decyl ester —
69.0 12.00

m/z 43.15 76.12%

=

41.0
5000

97.0 140.0

7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

3
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\

Data File : BG@51544.D

Library Search Compound Report

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 41 3,4-Dimethylbenzyl alcohol

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.070 29.11 ng/ul 388094 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylbenzyl alcohol 136 C9H120 006966-10-5 96
2 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 94
3 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 94
4 3,5-Dimethylanisole 136 C9H120 000874-63-5 81
5 Benzenemethanol, 2,4-dimethyl- 136 C9H120 016308-92-2 74

Abundance Scan 1461 (12.070 min): BG051544.D\data.ms (-1455) (-  m/z 91.15 100.00%
91.2
136.2
5000
65.2 T T
39.1 12.00
w“““‘ ‘ ““““‘1‘99"9 m/z 136.15  65.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18893: 3,4-Dimethylbenzyl alcoho
136.0
93.0
5000 fVA T T L
12.00
m/z 121.15 64.08%
39.0 65.0 ‘ ‘
\\\‘\\\\‘\\\‘\“\“\\\“\\ \‘H‘\‘\?‘\\\‘H‘\\\\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance #18937: Benzenemethanol, 3,5-dimethyl-
136.0
91.0
el
12.00
5000 m/z 93.15 59.33%
39.0 65.0 ‘ 118.0
SN S S
miz--> 20 40 80 100 120 140 160
Abundance #18938.BenzenenuﬂhanoL115—dknemyr v PV
91.0 12.00
136.0 m/z 77.15  46.54%
5000 39.0
65.0 1180
1Ay
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42

Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

Quant Title

TIC Library e

: SVOA CALIBRATION

:\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 42 (DEL) Alkane: Straight-Chai...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.181 35.04 ng/ul 467172 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 42
2 Cyclohexanone, 4-methyl- 112 C7H120 000589-92-4 27
3 2-Undecanethiol, 2-methyl- 202 C12H26S 010059-13-9 27
4 Oxirane-2-carboxylic acid, ethyl... 116 C5H803 1000192-50-3 22
5 2,6,8-Trimethyl-4-nonyl acetate 228 C14H2802 1000430-73-9 22

Abundance Scan 1480
43

(12.181 min): BG051544.D\data.ms (-1471) (-
1

m/z 43.15 100.00%

73.1
5000
1121
— —
‘ ‘ 1431 207 2 12.00 12.50
bl Lol 232072 sz 41,15 69.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7580: 3-Hexene, 2,3-dimethyl-
55.0
83.0
5000 — —
12.00 12.50
112.0 m/z 55.15 66.58%
27.0 ‘ ‘
\\\\‘\‘U\\ \\‘HM“\‘M\\”‘w\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7392: Cyclohexanone, 4-methyl-
55.0
— —
12.00 12.50
5000 m/z 73.10 64.97%
27.0
‘ g3.0 1120
|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #77854: 2-Undecanethiol, 2-methyl- —— ——
41.0 69.0 12.00 12.50
m/z 69.10 38.17%
5000
97.0
‘\ il HH MH\ wH12\50 168.0
R B O R o A R —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 45 unknown-10 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

12.369 15.58 ng/ul 207744 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-hydroxy-2,2-dim... 160 C8H1603 007505-94-4 38
2 3,4-Dimethylpentanoic acid 130 C7H1402 003302-06-5 37
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 27
4 .beta.-D-Glucopyranoside, methyl... 236 C10H2006 023262-64-8 25
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 25

Abundance Scan 1512 (12.369 min): BG051544.D\data.ms (-1506) (-  m/z 43.15 100.00%

43.1
73.1
5000
112.2 — e
12.00 12.50
169.9
‘%m“w‘l?‘s‘l‘m_m m/z 41.15 77.89%
miz--> 20 40 60 80 100 120 140 160
Abundance #36733: Butanoic acid, 3-hydroxy-2,2-dimethyl-, ethyl est
88.0 116.0
70.0
5000 — ——
41.0 12.00 12.50
m/z 73.10 61.02%
\\\‘\\‘ \\“\H ‘\“\H‘\i“\\\“\“\\\\].‘4\‘5\'0\\“\\\\
m/z--> 40 80 100 120 140 160
Abundance #15448: 3,4—Dimethy|pentanoic acid
73.0
— ——
43.0 12.00 12.50
5000 m/z 88.10 54.56%
15.0 |, LH ‘\ i ‘\9?-0 115.0
o L L T e R R
miz--> 20 40 60 80 100 120 140 160
Abundance #9191: Acetic acid, diethyl- o e
43.0 12.00 12.50
m/z 55.15 48.65%
88.0 /
h m
I
— — ——
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 46 unknown-11 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.463 18.77 ng/ul 250269 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, but... 170 C10H1802 099978-03-7 47
2 4,4-Dimethylpentanoic acid 130 C7H1402 001118-47-4 38
3 Cyclopentanecarboxylic acid, cyc... 168 C1OH1602 1000282-76-8 35
4 4-Hexen-3-one, 4,5-dimethyl- 126 C8H140 017325-90-5 27
5 Cyclopentanecarboxylic acid, eth... 140 C8H1202 016523-06-1 27
Abundance Scan 1528 (12.463 min): BG051544.D\data.ms (-1522) (-  m/z 55.15 100.00%
55.1
97.2
115.1
5000 31
1250
\HM“M‘\ \‘”\‘“!“ \“%‘\#\5‘9\‘1\5\4\‘2\ T T m/Z 69.15 99.35%
mlz--> 20 40 60 80 100 120 140 160
Abundance #45162: Cyclopentanecarboxylic acid, butyl ester
69.0 115.0
41.0 97.0
5000 T
12.50
m/z 41.15 82.99%
\\\‘\‘1\\ ‘\\\“ ‘\u’u\\‘\‘\\\“\\\‘1‘\\‘\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15444: 4,4-Dimethylpentanoic acid
57.0
——
12.50
m/z 57.15 78.71%
5000 970 /
29.0 115.0
| g FRO
\\\_M\\iw\ﬁ -ttt
miz--> 20 40 60 80 100 120 140 160
Abundance #43124: Cyclopentanecarboxylic acid, cyclobutyl ester —
69.0 12.50
97.0 m/z 97.15 78.58%
5000
41.0 115.0
T 1400 1680
R ] B e ——
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 47 unknown-12 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.540 47.61 ng/ul 634742 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 38
2 Hexanoic acid 116 C6H1202 000142-62-1 22
3 5-Hexenoic acid 114 C6H1002 001577-22-6 16
4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 16
5 Succinic acid, 2-ethylhexyl 4-oc... 342 C20H3804 1000389-56-2 16

Abundance Scan 1541 (12.540 min): BG051544.D\data.ms (-1533) (- m/z 60.10 100.00%

431 601
101.2
5000
83.2
T \
|
\’HH‘HH‘H‘H‘H‘H‘ HH‘HH‘\H‘\‘\H‘\“\‘\H“H‘H‘HH‘\H.\‘HH m/Z 43.15 83.51%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #4559: Thiazole, 4,5-dihydro-2-methyl-
60.0
101.0
5000 —— ‘
m/z 55.15 77.99%
\’\H\‘\\Hi‘!\l‘\‘}!‘\‘l ‘}H\‘HH‘\H'\‘\H\‘}‘\H‘\H\‘HH‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9148: Hexanoic acid
60.0
R \
12.50
m/z 101.15 65.67%
5000} 57 410
Il
m/z--> 20 30 40 50 60 70 80 90 100110120130140 M\/k
Abundance #8128: 5-Hexenoic acid posgt
60.0 12.50
41.0 m/z 41.15 55.61%
- N/LJ\/\M\/\)\/\/_/
96.0 114.0
S 2. -
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 50 3-Ethylbenzoic acid Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.098 12.66 ng/ul 237752  Acenaphthene-die 14.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethylbenzoic acid 150 C9H1e02 000619-20-5 95
2 4-Hydroxy-3-methylacetophenone 150 C9H1e02 000876-02-8 68
3 3-Methoxyacetophenone 150 C9H1002 000586-37-8 68
4 3-Methoxyacetophenone 150 C9H1002 000586-37-8 64
5 4-Acetylanisole 150 C9H1e02 000100-06-1 64

Abundance Scan 1636 (13.098 min): BG051544.D\data.ms (-1629) (-  m/z 135.05 100.00%

135.1
105.2
5000 77.2

I f
571 M 163.2183.2 1300 1350
\H‘HH“‘\‘\M‘\‘W‘MH “\‘\‘\‘ M\“\\‘\‘1‘H“H‘\'H\‘\.\\ m/Z 105.15 75.27%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28279: 3-Ethylbenzoic acid
135.0
105.0
AN/\M M/\'

5000 SAASE :
13.00 13.50
77.0 m/z 150.10  60.02%
51.0 ‘
\\\‘2\7\\0\‘\\“\\“\‘\\\“\\“\\“H‘\\\‘\\\“‘\\“\\‘\\\\‘\\\
m/z--> 20 80 100 120 140 160 180
Abundance #28356: 4—Hydroxy—3—methylacetophenone
135.0
P4 AN .
13.00 13.50
5000 77.15  46.32%
77.0
107.0
43.0 ‘
180 el
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28287: 3-Methoxyacetophenone
135.0 1300 1350

91.10  25.01%

5000 770 107.0
43.0
150 ‘ [ H all J \ |l /W

m/z--> 20 40 60 80 100 120 140 160 180 13 00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 51 Benzoic acid, 3,4-dimethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.674 12.43 ng/ul 233449  Acenaphthene-die 14.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 98
2 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 95
3 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 92
4 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 91
5 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 90

Abundance Scan 1734 (13.674 min): BG051544.D\data.ms (-1725) (-  m/z 105.15 100.00%

1052 1501
5000 77.1
51.1 i N e
13.50 14.00
\\\“‘\\1“\‘\\“\\‘\\\\‘\\\%(\)\6?9‘\\\ m/Z 150.05 85.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
150.0
5000 I S
77.0 13.50 14.00
51.0 m/z 91.15 47.01%
27.0 | I
\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28326: Benzoic acid, 3,5-dimethyl-
105.0 150.0
TSNS -
13.50 14.00
5000 m/z 77.10  45.89%
77.0
27.0, 210 | ]
N O Y [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28339: Benzoic acid, 3,5-dimethyl- e ey P
105.0 150.0 13.50 14.00
m/z 133.05 30.61%
5000
77.0
39.0 ‘
1404 bddeerdt bl b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\B
Data File : BG®51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Library Search Compound Report

G121421\

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 53 n-Hexadecanoic acid

Concentration Rank 21

R.T EstConc Area Relative to ISTD R.T.
18.532 16.10 ng/ul 415775  Phenanthrene-d10 17.656
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tetradecanoic acid 228 C14H2802 000544-63-8 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2561 (18.532 min): BG051544.D\data.ms (-2556) (-  m/z 73.15 100.00%
73.2
5000
129.1
213.3
39/1 L,m | 171.2 ‘ 256.3 1850 ‘
—— Al ] “‘ dop b8 s 4315 s1.32%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
18.50
1710 2130 256.0 m/z 60.15 77 .64%
lugeel T
T T “‘H‘ ‘H‘m‘i“”\“l \“\\\‘\"\\‘\\"\\\\‘\\
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
T ]
18.50
5000 m/z 41.10 72.68%
129.0
83.0 213.0
‘ 171.0
o HWLMHW N‘M A‘MM’H‘M "L e
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid — T
43.0 18.50
m/z 55.15 69.96%
5000 256.0
129.0
83.0 213.0
‘ ‘ 171.0
A Al T L =k
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 55 Octadecanoic acid Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.

19.789 7.31 ng/ul 188660  Phenanthrene-die 17.656
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2775 (19.789 min): BG051544.D\data.ms (-2771) (- m/z 73.15 100.00%

73.2
5000
s e
19.50 20.00
m/z 43.15 92.12%
mlz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 _ e
83.0 19.50 20.00
' 185.0 284.0 m/z 60.15 84.20%
2410 ° ° 9
HM\ B | “‘ | m‘\ e
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
e g
1290 19.50 20.00
5000| 280 284.0 m/z 55.15  76.76%
185.0 241.0
‘th Lot L‘\\‘\N‘J‘y“\“““‘
miz--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid —— T
43.0 19.50 20.00
m/z 57.15 65.08%
5000
129.0
3.0
‘ 1850 o410 22H0
‘\‘ H\w\\\‘\\‘ I : —

H‘H u‘h\
m/z--> 50 lOO 150 200 250 300 350 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51544.D

Acqg On : 15 Dec 2021 19:43
Operator : CG/JU

Sample : M4995-06

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
Toluene 4.386 14.1 ng/ul 125969 1 8.281 178685 20.0
Tetrachloroethy... 4.938 15.3 ng/ul 136425 1 8.281 178685 20.0
unknown-01 5.755 15.5 ng/ul 138624 1 8.281 178685 20.0
Benzene, 1,3-di... 5.884 82.2 ng/ul 734434 1 8.281 178685 20.0
o-Xylene 6.260 136.3 ng/ul 1218156 1 8.281 178685 20.0
Mesitylene 7.494 86.4 ng/ul 772216 1 8.281 178685 20.0
Benzene, 1l-ethy... 7.664 113.7 ng/ul 1015580 1 8.281 178685 20.0
Benzene, 1,2,4-... 7.928 186.2 ng/ul 1663940 1 8.281 178685 20.0
unknown-02 8.404 190.4 ng/ul 1701040 1 8.281 178685 20.0
Indane 8.663 68.0 ng/ul 607269 1 8.281 178685 20.0
Cyclohexanone, 8.710 118.0 ng/ul 1053770 1 8.281 178685 20.0
Benzene, 1-meth... 8.833 13.5 ng/ul 120828 1 8.281 178685 20.0
Benzene, 2-ethy... 9.238 36.4 ng/ul 325096 1 8.281 178685 20.0
(DEL) Alkane: S... 9.356 9.2 ng/ul 82251 1 8.281 178685 20.0
Benzene, 4-ethy... 9.397 21.1 ng/ul 188276 1 8.281 178685 20.0
unknown-03 9.538 13.8 ng/ul 122872 1 8.281 178685 20.0
unknown-04 9.685 30.7 ng/ul 274165 1 8.281 178685 20.0
unknown-05 9.885 33.6 ng/ul 447608 2 11.118 266650 20.0
Benzene, 1-meth... 10.513 18.9 ng/ul 252558 2 11.118 266650 20.0
unknown-06 11.723 19.4 ng/ul 258775 2 11.118 266650 20.0
unknown-07 11.806 17.3 ng/ul 230296 2 11.118 266650 20.0
unknown-08 11.882 14.2 ng/ul 188751 2 11.118 266650 20.0
unknown-09 11.941 17.0 ng/ul 226487 2 11.118 266650 20.0
3,4-Dimethylben... 12.070 29.1 ng/ul 388094 2 11.118 266650 20.0
(DEL) Alkane: S... 12.181 35.0 ng/ul 467172 2 11.118 266650 20.0
unknown-10 12.369 15.6 ng/ul 207744 2 11.118 266650 20.0
unknown-11 12.463 18.8 ng/ul 250269 2 11.118 266650 20.0
unknown-12 12.540 47.6 ng/ul 634742 2 11.118 266650 20.0
3-Ethylbenzoic ... 13.098 12.7 ng/ul 237752 3 14.913 375711 20.0
Benzoic acid, 3... 13.674 12.4 ng/ul 233449 3 14.913 375711 20.0
n-Hexadecanoic ... 18.532 16.1 ng/ul 415775 4 17.656 516368 20.0
Octadecanoic acid 19.789 7.3 ng/ul 188660 4 17.656 516368 20.0
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