LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

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_ N\Methods\SFAM-EPA-BN©60622 .M
Title : SVOA CALIBRATION

Signal : TIC: BN@20133.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.258 23 29 36 rVW 781275 1328211 27.60% 1.536%
2 3.317 36 39 54 rVB 197241 302353 6.28% 0.350%
3 3.687 99 102 103 rBV 220078 225187 4.68%  0.260%
4 3,717 103 107 116 rVB 431968 733871 15.25% 0.848%
5 4.022 154 159 170 rVB 139540 216378 4.50%  0.250%
6 4.122 170 176 185 rBvV2 141168 247371 5.14% 0.286%
7 4.552 242 249 260 rVB 108625 181402 3.77% 0.210%
8 5.493 401 409 415 rBV 78317 129176 2.68% 0.149%
9 5.840 461 468 477 rBV 1630398 2615564 54.35% 3.024%
106 6.911 644 650 655 rVW 100605 160847 3.34% 0.186%
11 6.975 655 661 667 rVv2 358920 663469 13.79% 0.767%
12 7.046 667 673 680 rvv 828293 1303066 27.08% 1.507%
13 7.146 683 690 696 rBV 575340 935092 19.43% 1.081%
14 7.211 696 701 718 rVB 1109649 1889060 39.25% 2.184%
15 7.346 718 724 733 rBV 327535 555693 11.55% 0.642%
16 7.816 795 804 809 rBV 618806 1033700 21.48%  1.195%
17 7.863 809 812 817 rW 60895 92697 1.93% 0.107%
18 7.934 817 824 836 rVB 1965734 3231277 67.14% 3.736%
19 8.193 859 868 871 rVvVv2 553366 1165441 24.22% 1.347%
20 8.246 871 877 883 rVB 2588188 4353480 90.46% 5.033%
21 8.311 883 888 893 rVB 68753 106261 2.21% 0.123%
22 8.369 893 898 903 rVB 75928 124492 2.59% 0.144%
23 8.458 903 913 918 rBV2 230703 551251 11.45% 0.637%
24 8.522 918 924 931 rBV 395012 678716 14.10% 0.785%
25 8.622 936 941 950 rVB 104156 179050 3.72% 0.207%
26 8.740 952 961 970 rBv3 81233 191072 3.97% 0.221%
27 8.922 986 992 995 rBV 200131 323918 6.73% 0.375%
28 8.969 995 1000 1010 rVV 719747 1362496 28.31% 1.575%
29 9.052 1010 1014 1021 rVB3 84777 148221 3.08% 0.171%
30 9.163 1027 1033 1042 rBV5 46068 103441 2.15% 0.120%
31 9.258 1042 1049 1055 rVvB2 73968 148065 3.08% 0.171%
32 9.446 1070 1081 1086 rBV2 117809 226930 4.72% 0.262%
33 9.528 1086 1095 1102 rBV2 237956 671098 13.94% 0.776%
34 9.687 1115 1122 1132 rBV2 375978 728119 15.13% 0.842%
35 9.816 1135 1144 1149 rBV4 86416 190203 3.95% 0.220%

36 10.016 1160 1178 1185 rBV3 268413 571251 11.87% ©.660%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

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_ N\Methods\SFAM-EPA-BN©60622 .M
Title : SVOA CALIBRATION
37 10.093 1185 1191 1195 rBV2 50144 85854 1.78% 0.099%
38 10.228 1203 1214 1222 rBV2 536763 1025080 21.30% 1.185%
39 10.305 1222 1227 1236 rVB4 91827 194539 4.04% 0.225%
40 10.481 1250 1257 1261 rBV 60534 109234 2.27% 0.126%
41 10.605 1270 1278 1283 rBV 954970 1666889 34.64% 1.927%
42 10.657 1283 1287 1294 rVB 212889 360061 7.48% 0.416%
43 10.734 1294 1300 1312 rVB 718342 1319179 27.41% 1.525%
44 11.034 1345 1351 1352 rBV 80446 119823  2.49% 0.139%
45 11.222 1378 1383 1390 rBvV2 212633 428177 8.90%  0.495%
46 11.287 1390 1394 1401 rVB3 89031 162326 3.37% 0.188%
47 11.428 1412 1418 1423 rBV6 78537 171003 3.55% 0.198%
48 11.487 1424 1428 1432 rVB2 79330 117045 2.43% 0.135%
49 11.587 1439 1445 1450 rVBS8 69631 151312 3.14% 0.175%
50 11.657 1450 1457 1463 rVB2 204666 427541 8.88% 0.494%
51 11.722 1463 1468 1472 rBV5 51140 118890 2.47% 0.137%
52 11.857 1487 1491 1495 rBv4 56134 102471 2.13% 0.118%
53 11.946 1502 1506 1509 rBVv4 72582 115558 2.40% 0.134%
54 12.016 1514 1518 1527 rVV5 129547 321585 6.68% 0.372%
55 12.087 1527 1530 1538 rVB3 54839 87304 1.81% 0.101%
56 12.163 1538 1543 1552 rVB6 59838 142514  2.96%  0.165%
57 12.263 1552 1560 1568 rBV8 55153 174258 3.62% 0.201%
58 12.422 1582 1587 1593 rBV4 41667 80413 1.67% 0.093%
59 12.487 1593 1598 1606 rBV3 105589 173061 3.60% 0.200%
60 13.016 1682 1688 1694 rVB2 38730 79055 1.64% 0.091%
61 13.463 1758 1764 1772 rVB 86422 144956 3.01% 0.168%
62 13.851 1821 1830 1837 rVV 1856917 2733599 56.80% 3.161%
63 14.134 1868 1878 1887 rBV 1994847 3170762 65.88% 3.666%
64 14.445 1924 1931 1941 rVV 1425761 2278480 47.34%  2.634%
65 14.645 1959 1965 1972 rBV3 57450 119991 2.49% 0.139%
66 15.434 2092 2099 2107 rBV 2630447 3927563 81.61% 4.541%
67 15.551 2112 2119 2127 rBV 346444 542578 11.27% 0.627%
68 15.651 2130 2136 2146 rVB3 64427 168736  3.51% 0.195%
69 16.598 2292 2297 2304 rBV 128035 207341 4.31% 0.240%
70 17.181 2389 2396 2403 rBV 1766990 2664726 55.37% 3.081%
71 17.281 2407 2413 2423 rVB2 2890546 4332587 90.02% 5.009%
72 17.363 2423 2427 2436 rBV3 67087 106092 2.20% 0.123%
73 17.563 2457 2461 2466 rBV 108817 154564 3.21% 0.179%
74 17.969 2524 2530 2537 rBV2 133092 300739 6.25% 0.348%
75 18.028 2537 2540 2545 rVV2 52145 95571 1.99% 0.110%

76 18.098 2545 2552 2580 rVV 2422556 3954810 82.17% 4.573%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

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_ N\Methods\SFAM-EPA-BN©60622 .M

Title : SVOA CALIBRATION

77 18.757 2660 2664 2678 rBv4 51992 105522 2.19% 0.122%
78 19.139 2725 2729 2734 rBV 48688 74901 1.56% 0.087%
79 19.251 2738 2748 2752 rVWW2 752677 1380628 28.69% 1.596%
80 19.286 2752 2754 2764 rW 436646 944464 19.62% 1.092%
81 19.375 2764 2769 2789 rVV 950032 1622661 33.72% 1.876%
82 19.581 2797 2804 2810 rVV 3232969 4812707 100.00% 5.564%
83 20.133 2892 2898 2903 rBv4 50437 99042 2.06% 0.115%
84 21.098 3057 3062 3084 rBV 1065318 1775846 36.90% 2.053%
85 21.292 3092 3095 3102 rVB 128495 151771  3.15% 0.175%
86 21.369 3103 3108 3120 rBV 1996635 2785242 57.87%  3.220%
87 21.533 3133 3136 3146 rVB 79542 125529 2.61% 0.145%
88 21.986 3209 3213 3216 rBV 129104 175272 3.64% 0.203%
89 22.469 3291 3295 3299 rVB 114045 160677 3.34% 0.186%
990 22.604 3313 3318 3324 rVB 989740 1395915 29.00% 1.614%
91 23.004 3380 3386 3390 rBV 351838 553471 11.50% 0.640%
92 23.057 3390 3395 3406 rVB2 235706 533294 11.08% 0.617%
93 23.551 3471 3479 3485 rBV2 2082637 4189557 87.05% 4.844%
94 23.698 3496 3504 3515 rVB2 1183162 2424831 50.38% 2.804%
95 24.298 3599 3606 3614 rVB 332130 751203 15.61% ©.869%
96 24.392 3617 3622 3634 rVB2 93432 252326 5.24% 0.292%
97 24.798 3686 3691 3709 rVB6 101066 343998 7.15% 0.398%
98 25.092 3732 3741 3742 rBV3 359062 816282 16.96% 0.944%
99 26.045 3896 3903 3911 rBV2 101143 252481 5.25% 0.292%
100 27.486 4140 4148 4162 rVB2 135875 459326 9.54% 0.531%

Sum of corrected areas: 86491132
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN020133.D\data.ms

3000000

8.246
2500000

2000000 7.934
5.840
1500000

7.211

1000000
3.258 7.04 8.969
.146 7.816 8. 193 10.228

500000 3.717 8 522
3317 3.687 6.9 346 52 ZO 01
44222 4552 5493 6.9 5272% MS&%

Time--> 350 400 450 500 550 6.00 6.50 700 7.50 800 8.50 900 950 1000 10.50 11.00 11.50
Abundance TIC: BN020133.D\data.ms

11.22211.657
1.08

o

19.681

3000000 17.281
15.434

2500000 18.098

14.134
2000000 13.851 17.181

1500000 14.445

19.375
1000000

19.251
19[286
500000 15 551
%ﬁ g84387 1301613463 L 4.645 Mﬁﬂ 16.598 385631, 18.7579.1 20.133
— A

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 1750 1800 18,50 19.00 19.50 20.00
Abundance TIC: BN020133.D\data.ms

o

3000000

2500000

21.369 23.551

2000000

1500000 3.698

A

21.098 22.604
1000000

500000

24.298 25.092
24.39224.798 26.045 27.486
NN AN

O T T ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Toluene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
4.022 4.19 ng/ul 216378 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 95
2 Toluene 92 C7H8 000108-88-3 94
3 Toluene 92 C7H8 000108-88-3 91
4 Toluene 92 C7H8 000108-88-3 91
5 Toluene 92 C7H8 000108-88-3 91
Abundance Scan 159 (4.022 min): BN020133.D\data.ms (-154) (-) m/z 91.00 100.00%
91.0
5000
R A mm e
39.0 65.0 3.60 3.80 4.00 4.20 4.40
bkl 2979 niz 92,00 56.95%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2758: Toluene
91.0
5000 L L B R R

3.60 3.80 4.00 4.20 4.40
m/z 65.00 12.69%

3909 650
\‘\\\\.’\\\\“’\‘\Hi\"M\\\‘\\“‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2759: Toluene
91.0
e s
3.60 3.80 4.00 4.20 4.40
5000 ITI/Z 39.00 10.74%
39.0 65‘-0
(| il
et
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2755: Toluene e BRaEE e
91.0 3.60 3.80 4.00 4.20 4.40
m/z 63.00 8.89%
5000
39.0 65.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Ethane, 1,1,2-trichloro- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
4.122 4.79 ng/ul 247371 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1,2-trichloro- 132 C2H3C13 000079-00-5 98
2 Ethane, 1,1,2-trichloro- 132 C2H3C13 000079-00-5 95
3 Ethane, 1,1,2-trichloro- 132 C2H3C13 000079-00-5 87
4 Ethane, 1,1,2-trichloro- 132 C2H3C13 000079-00-5 81
5 Ethane, 1,1,2-trichloro- 132 C2H3C13 000079-00-5 76
Abundance Scan 176 (4.122 min): BN020133.D\data.ms (-170) (-) m/z 96.90 100.00%
96.9
61.0
5000
3.80 4.00 420 4.40
131.9 . . . .
36.0
HH‘H\}h“\u“\\”“MH"\‘H \\\\‘\\‘\“\’\\\\‘\\\\‘\\\\‘29\9\-\0 m/Z 82.90 82.5600
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16191: Ethane, 1,1,2-trichloro-
97.0
61.0
5000 UL L R IR R R |
3.80 4.00 4.20 4.40
m/z 61.00 63.66%
26.0 ‘ 132.0
\\\\‘\‘“\\‘“‘\u“\\“}\\\’\‘\\ \\\\‘\\U}’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16194: Ethane, 1,1,2-trichloro-
97.0
S £ Y
3.80 4.00 4.20 4.40
m/z 98.90 59.44%
5000 61.0
26.0
H 132.0
S RO N 1 O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16195: Ethane, 1,1,2-trichloro- AR R
97.0 3.80 4.00 4.20 4.40
m/z 84.90 54.32%
5000 61.0
HH‘\‘H\\‘H\W“H“\H\’\‘\\‘\‘i‘\\\\‘\\UHHH‘HH‘HH‘HH R
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Tetrachloroethylene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
4.552 3.51 ng/ul 181402 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 96
5 2,4-Dichloro-6-fluoropyrimidine 166 C4HC12FN2 003833-57-6 25
Abundance Scan 249 (4.552 min): BN020133.D\data.ms (-242) (-) m/z 165.80 100.00%
165.
130.9
5000 93.9
47.0 SR B NS
‘ | ‘ 4.20 4.40 4.60 4.80

\H\‘HH“\\‘\\“\7\1\'\8‘“‘\\H“\H\‘H\‘\‘HH‘\”\‘H‘HHZ‘Q?.\Q m/Z 163.80 81.81%

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

Abundance #39850: Tetrachloroethylene
166.0
129.0
5000 L L L B LI BN B
94.0 4.20 4.40 4.60 4.80
47.0 m/z 130.90  79.11%
24.01?01‘01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39853: Tetrachloroethylene
166.0
129.0 R e AARmEE
4.20 4.40 4.60 4.80
5000 94.0 m/z 128.90  78.13%
47.0
24.0‘ ‘ ‘ ‘
Sl 1 O S NNNR || RS—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39852: Tetrachloroethylene AR AR AR
166.0 4.20 4.40 4.60 4.80
1290 m/z 167.80 50.19%
5000
94.0
47.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 p-Xylene Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.

5.493 2.50 ng/ul 129176 1,4-Dichlorobenzene-d4 7.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 o-Xylene 106 C8H10 000095-47-6 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97

Abundance Scan 409 (5.493 min): BN020133.D\data.ms (-401) (-) m/z 91.00 100.00%
91.

10
5000 106.0

390 510 g5q 770 5.20 5.40 5.60 5.80
\‘\\H‘H\‘\“H\\M‘\H’\‘\‘H‘\M‘U‘\H\“lu\‘\‘{\‘\‘\u m/Z 106.00 48.38%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5726: p-Xylene
91.0
106.0

5000 AR TeauEe ¥
5.20 5.40 5.60 5.80

m/z 105.00  23.52%

1. 77.0
o ®0 e
i | i
T ‘ TTTT ‘ T ‘ TTTT ‘ T ’ TTTT ‘ TTTT ‘ TTTT ‘ T ‘ T ‘ TTT
m/z--> 20 30 40 50 60 70 80 90 100 110

Abundance #5725: p-Xylene
91.0

5.20 5.40 5.60 5.80
106.0
5000 m/z 77.00 13.25%

39.0 51.0 65.0 7.0
220 | T
\‘\HH‘Hm‘\H\H‘\H,}‘H\‘w\“‘Hm‘luw\‘m‘w\u
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5724: p-Xylene e
91.0 5.20 5.40 5.60 5.80
m/z 50.95 11.81%
5000 106.0
27.0 SET.O 51.0 65‘).0 77“0 ‘
| . [ | | . Lih
e e e e e e R RREREE e
m/z--> 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 o-Xylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.840 50.61 ng/ul 2615560 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 p-Xylene 106 C8H1e0 000106-42-3 97
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
4 o-Xylene 106 C8H10 000095-47-6 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
Abundance Scan 468 (5.840 min): BN020133.D\data.ms (-461) (-) m/z 91.00 100.00%
91.0
5000 /\\
P
51.0 ‘ 5.60 5.80 6.00 6.20
ek 2990 /7 106.10 44.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5719: o-Xylene
91.0
5000 LA B L I LA B

5.60 5.80 6.00 6.20
m/z 105.00  18.85%

51.0 ‘
\\\‘2\7\\0\“\\“}‘\‘\\\\‘H‘\\1\““\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5725: p-Xylene
91.0
R O RREEEEEEE
5.60 5.80 6.00 6.20
5000 m/z 77.08  12.39%
51.0 ‘
B 0 O ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5747: Benzene, 1,3-dimethyl- A RARRNRREEEEE RS
91.0 5.60 5.80 6.00 6.20
m/z 50.95 11.15%
5000
51.0 ‘
LTSNV T ) RS | S
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20

SFAM-EPA-BNO60622.M Wed Jun 15 ©4:23:59 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
6.911 3.11 ng/ul 160847 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
Abundance Scan 650 (6.911 min): BN020133.D\data.ms (-644) (-) m/z 105.00 100.00%
105.0
5000
EBEmEOEE USSR
390 30| 6.60 6.80 7.00 7.20
L I 207.0 280.¢ o
\\\‘\H\‘i‘\\‘\\"\7\\\“\\}\‘U\\\‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H m/Z 120.10 33.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 L B R R B B
6.60 6.80 7.00 7.20
m/z 91.00 13.20%
\\\‘\‘?\9‘.\0\‘\\,‘Z%\*P\\‘M“1‘\\‘\”“\H\‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
 ABEEEORETESSL R
6.60 6.80 7.00 7.20
5000 m/z 77.00 13.17%
39.0
ceeprrebebe e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10722: Benzene, 1-ethyl-2-methyl- e A
105.0 6.60 6.80 7.00 7.20
m/z 106.00 9.24%
5000
39.0
H““m“uH‘vw‘,\‘?ﬁ“‘?“h“;‘mw‘um"H‘,"H‘HH‘mwuu,uu,‘m‘u P e
m/z--> 20 40 60 80 100120140160180200220240260280 6.60 6.80 7.00 7.20

SFAM-EPA-BNO60622.M Wed Jun 15 04:24:00 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.046  25.21 ng/ul 1303070 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Mesitylene 120 C9H12 000108-67-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
5 Mesitylene 120 CS9H12 000108-67-8 94
Abundance Scan 673 (7.046 min): BN020133.D\data.ms (-667) (-) m/z 105.00 100.00%
105.0
5000
390 _, ' 6.80 7.00 7.20 7.40
Ok MO 28L h/7 126.65  44.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10692: Mesitylene
105.0
5000 L B L I LN B
6.80 7.00 7.20 7.40
m/z 77.00 12.57%
51.0
\H‘H\\“\\“\\h"\‘\\\“’\\‘H‘H\\‘\““HH‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
e A
6.80 7.00 7.20 7.40
5000 m/z 119.10 12.04%
39.0
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #10694: Mesitylene R RREa e R
105.0 6.80 7.00 7.20 7.40
m/z 91.00 10.76%
5000
39 0
m/z--> 20 40 60 80 100120140160180200220240260280 6.80 7.00 7.20 7.40

SFAM-EPA-BNO60622.M Wed Jun 15 04:24:00 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 Benzene, 1l-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.211  36.55 ng/ul 1889060 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 701 (7.211 min): BN020133.D\data.ms (-696) (-) m/z 105.00 100.00%
105.0
5000
77.0 6.80 7.00 7.20 7.40 7.60
510 I 206.9
Ol b M 20690 7 120,00 31.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 B B LU B I

6.80 7.00 7.20 7.40 7.60
m/z 76.95 12.50%

77.0
;5\.9\‘\\3\9“.\0\‘\\“\‘H\M‘\\‘1\“1‘\\‘\”“\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
T T T T T T T
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.00 12.47%
79.0
39.0 ‘ L
I | I 1l I
L L L Y B B B B I R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Benzene, 1-ethyl-4-methyl- e e
105.0 6.80 7.00 7.20 7.40 7.60

m/z 79.00 11.07%

5000

77.0
150 390 7

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60

SFAM-EPA-BNO60622.M Wed Jun 15 04:24:00 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.934 62.52 ng/ul 3231280 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 824 (7.934 min): BN020133.D\data.ms (-817) (-) m/z 105.00 100.00%
105.0
5000
R RRmE R
39 0 o 77.0 7.60 7.80 8.00 8.20
Ok P90 Ll 4R3O 1608 19016 39.91%
miz--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000 L L R R B B
7.60 7.80 8.00 8.20
=0 m/z 76.95 12.67%
51.0
T \\‘2\7\0\\“ T \“\ \“‘ T T \“" T \‘1\““\ \J\-‘ 2\'(\)\ T ‘ L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
R RRmE e R
7.60 7.80 8.00 8.20
5000 m/z 90.95 10.74%
39.0 77.0
150 a2 Ll aeo
m/z--> 20 40 60 80 100 120 140 160
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 119.00 9.53%
5000
28.0 51.0 77.0
‘\ L L 1220

m/z--> 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

SFAM-EPA-BNO60622.M Wed Jun 15 04:24:00 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©61122\
Data File : BN@20133.D

Acqg On : 11 Jun 2022 11:55

Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .M

: SVOA CALIBRATION

: 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 Indane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.193  22.55 ng/ul 1165440 1,4-Dichlorobenzene-d4 7.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Indane 118 C9H10 000496-11-7 81
3 Indane 118 C9H1e 000496-11-7 74
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68
Abundance Scan 868 (8.193 min): BN020133.D\data.ms (-859) (-) m/z 117.00 100.00%
117.0
5000
63.0 ‘ 7.80 8.00 8.20 8.40 8.60
il ey 1479 2069 2810 4,5 118,00 54.15%
miz-> 50 100 150 200 250
Abundance #10179: Indane
117.0
5000 N RN N
7.80 8.00 8.20 8.40 8.60
m/z 115.00 33.62%
T T \ ‘\ “ ‘\“‘7\7\0‘\‘ ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10181: Indane
117.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 91.00 16.26%
e N
miz--> 50 100 150 200 250
Abundance #10178: Indane
117.0 7.80 8.00 8.20 8.40 8.60
m/z 63.00 8.70%
5000
58.0
28 P A P
mlz--> 50 100 150 200 250 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BNO60622.M Wed Jun 15 04:24:01 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.246 84.23 ng/ul 4353480 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 53
Abundance Scan 877 (8.246 min): BN020133.D\data.ms (-871) (-) m/z 83.00 100.00%
83.0
5000 55.0
390 1400 LU L L L L BN B B
‘ 107.0 125.1 8.00 8.20 8.40 8.60
ob el b 2070 L m/z 69.00  49.11%
miz-> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 41.0 R T
56.0 8.00 8.20 8.40 8.60
140.0 m/z 55.00 44.93%
125.0
\]-\5‘\.0’\‘1‘\ T \‘\“ \‘\‘\ T ‘ 1 T \9\‘8.‘0\ 1T ‘ \‘\ L ‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
R R RN R
8.00 8.20 8.40 8.60
5000 ITI z 56.00 39.20%
55.0
39‘0 105 01400
miz--> 20 40 60 80 100 120 140
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl- o AREEEAEREEE SR
83.0 8.00 8.20 8.40 8.60
m/z 41.00 32.81%
5000
55.0
140.0
39‘0 125.0
A0y b W RO L L
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60

SFAM-EPA-BNO60622.M Wed Jun 15 04:24:01 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 o-Cymene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.458 10.67 ng/ul 551251 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1leH14 000934-74-7 93
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
Abundance Scan 913 (8.458 min): BN020133.D\data.ms (-903) (-) m/z 119.00 100.00%
119.0
5000
134.1
91.0
410 50 ‘ 8.20 8.40 8.60 8.80
H‘H\\‘H\\‘H\\“‘\‘\\\i‘\‘\w‘\‘\‘\‘\‘\“\H‘U‘\‘\‘\\‘\H\‘\‘H\“HM\‘“HH‘\‘\‘H‘\H m/Z 134.05 34.2800
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
5000 \\\\\‘\\\\‘\\\\’\\\{\‘/\\\
8.20 8.40 8.60 8.80
910 134.0 m/z 105.00  33.88%
o e ]
| [RTI m n Im LI I
H‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
8.20 8.40 8.60 8.80
5000 m/z 91.00 20.74%
134.0
91.0
41.0 65.0
\\‘1”5(\0‘”m‘u\\“‘u\\“uM‘m‘\\‘\u‘w‘\u\‘m\‘\‘M\‘u‘u‘\m‘u‘u‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0 8.20 8.40 8.60 8.80
m/z 109.05  13.54%
5000
134.0
390 g0 O
H‘HH‘HHWH‘MMHWWH‘WM‘_HWM‘H»‘H‘NM‘HWlH‘WMMW‘H AR AR RRERSEC T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80

SFAM-EPA-BNO60622.M Wed Jun 15 04:24:01 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 15 Benzene, 1-methyl-2-propyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.622 3.46 ng/ul 179050 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 93
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 93
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 81
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 81
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 81
Abundance Scan 941 (8.622 min): BN020133.D\data.ms (-936) (-) m/z 105.00 100.00%
105.0
5000
134.1 ‘H‘W‘H‘_‘H‘mAW‘H
77.0 8.20 8.40 8.60 8.80 9.00
e e L2070 g 134,05 22.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0

8.20 8.40 8.60 8.80 9.00
134.0 m/z 76.95 10.87%

77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0

8.20 8.40 8.60 8.80 9.00

5000 ITI/Z 59.00 9.35%
134.0
27 O 51 0 M ‘ ‘ Ly L
R B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17056: Benzene, 1-methyl-2-propyl- w%&mﬁ‘uwwwwwwwwu‘\u
105.0 8.20 8.40 8.60 8.80 9.00

m/z 79.00 8.80%

5000

134.0

270 510 770
L | l

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

SFAM-EPA-BNO60622.M Wed Jun 15 04:24:01 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
8.740 3.70 ng/ul 191072 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl 2-butoxyacetate 160 C8H1603 1000366-89-3 28
2 Butoxyacetic acid 132 C6H1203 002516-93-0 25
3 Methyl propionate 88 C4H802 000554-12-1 23
4 1-Hexanol, 3,5,5-trimethyl- 144 C9H200 003452-97-9 12
5 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 11

Abundance Scan 961 (8.740 min): BN020133.D\data.ms (-952) (-) m/z 57.00 100.00%

57.0
- T \VWA/\/LL
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—T
8.40 8.60 8.80 9.00
I ‘\‘h“‘h”\ \H‘\ “‘ \‘ 1\2?(\)‘ | \296\9\ I \2\8\0$ m/Z 41.00 50.70%
miz--> 50 100 150 200 250
Abundance #36646: Ethyl 2-butoxyacetate
57.0
88.0
5000
8.40 8.60 8.80 9.00
270 m/z 88.00 48.61%
T T “i‘ ‘\M‘ !‘ T “\ ‘ T ]\-3\1--\0‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #16361: Butoxyacetic acid
57.0
8.40 8.60 8.80 9.00
5000 m/z 72.95 26.95%
87.0
27{0 ‘
w1880
miz--> 50 100 150 200 250
Abundance #2280: Methyl propionate R A ARAEAREE
29.0 8.40 8.60 8.80 9.00
m/z 55.00 21.64%
5000 88.0
— — — T T T
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.052 2.87 ng/ul 148221 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
2 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 43
3 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 38
4 Hexadecane 226 C1l6H34 000544-76-3 35
5 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 27

Abundance Scan 1014 (9.052 min): BN020133.D\data.ms (-1010) (-) m/z 43.00 100.00%

43.0
A REaas B R
‘ 114.0 8.80 9.00 9.20 9.40
HH‘\H\‘H‘\‘\\‘\‘i‘\wm\“‘\‘H\h‘HN\.‘\‘H\‘HH‘H\\‘HH‘HH‘HH‘HH‘\ m/Z 57 .00 81.7900
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
85.0
5000 L B L L I LR B
8.80 9.00 9.20 9.40
m/z 41.00 57.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #248558: Oxalic acid, allyl pentadecyl ester
41.0
 AREmmmEEEEEEEEE
8.80 9.00 9.20 9.40
5000 m/z 69.00 55.89%
71.0
111.0
H‘“““"Wul‘“1“"”M‘u““‘“H‘“?ﬁ?c‘o“‘HH,w_m,w‘???"'f
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #170572: Sulfurous acid, hexyl octyl ester A REEEEE S
57.0 85.0 8.80 9.00 9.20 9.40
m/z 85.05 50.41%
5000
29.0 ‘ 113.0
S R L T—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©61122\
Data File : BN@20133.D

Acqg On : 11 Jun 2022 11:55

Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .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 19 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
9.446 2.72 ng/ul 226930 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
Abundance Scan 1081 (9.446 min): BN020133.D\data.ms (-1070) (-) m/z 119.05 100.00%
119.1
5000 /\ J\j\
A
57 0 267.0 9.20 9.40 9.60 9.80
e bl 2079 2600 885y 134 05 45.71%
miz--> 50 100 150 200 250 300 350
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
9.20 9.40 9.60 9.80
m/z 91.00 16.42%
39.0 77.0
\\‘\‘\““\“\L‘!\H\M\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
“H‘H‘w“u‘u‘w‘u
9.20 9.40 9.60 9.80
5000 m/z 120.00 10.07%
39.0 77.0
m/z--> 50 100 150 200 250 300 350 A A\ /\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- K “‘ﬂ“““‘u““wA“
119.0 9.20 9.40 9.60 9.80
m/z 117.00 9.32%
5000
Seeddady
m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©61122\
Data File : BN@20133.D

Acqg On : 11 Jun 2022 11:55

Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .M
: 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 20 1Iso phorone Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
0.528  8.05 ng/ul 671698 Naphthalene-ds 16.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1sophorone 138 coHs0 060078-59-1 96
2 Isophorone 138 C9H140 000078-59-1 90

3 1H-Pyrazole, 4,5-dihydro-5,5-dim... 138 C8H14N2
4 Isophorone
5 Isophorone

138 C9H140
138 C9H140

106251-09-6 90
000078-59-1 90
000078-59-1 87

Abundance Scan 1095 (9.528 min): BN020133.D\data.ms (-1086) (-) m/z 82.00 100.00%
82.0
39.0 — ‘
‘ ‘ 13?1 950
\\\‘\\\\i‘”\\“\H}“\“\‘\‘\H"‘\\\‘\‘1\1\0\\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\2\2‘1\\1 m z 38.95 18.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20150: Isophorone
82.0
5000
950
540 138.0 m/z 54.00 16.65%
\\\‘2\7\\0\“‘\\‘1“‘\‘1\\\H"\\\‘\‘]-\]_\0\\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20151: Isophorone
82.0
S \
9.50
5000 m/Z 138.05 16.53%
28.0
54.0 138.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20106: 1H-Pyrazole, 4,5-dihydro-5,5-dimethyl-4-isoprop colh ‘
82.0 9.50
m/z 41.00 11.10%
5000
390 138.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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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_N\Data\BN061122\

BN©20133.D

: 11 Jun 2022 11:55
: CG/IU
: N3284-09

: 42 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .M

: SVOA CALIBRATION

: 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 Benzene, 1-methyl-3-(1-meth...

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.016 6.85 ng/ul 571251 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70
2 o-Cymene 134 C10H14 000527-84-4 70
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 70
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 70
5 p-Cymene 134 C1oH14 000099-87-6 70

Abundance Scan 1178 (10.016 min): BN020133.D\data.ms (-1160) (- | m/z 119.00 100.00%
119.0
5000 /\ﬁ
410 770 o iobd el iy
152.1 .
A252L 2069 2800 117 09 45.24%
miz-> 50 100 150 200 250
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 L ’J\ 7
10.00
m/z 134.05 38.42%
65.0 ‘
\2\7“\0‘\‘ i‘” ‘\““\ ‘H\ i “‘”\“H T L L B B B By B B B
miz--> 50 100 150 200 250
Abundance #16991: o-Cymene
119.0
I Y
10.00
5000 m/z 91.00 22.95%
390 770 ‘
s “\ i‘u \‘\‘\“ ‘H‘ 1 “\H‘LM e — — —
miz--> 50 100 150 200 250
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- P ‘
119.0 10.00
m/z 114.95 18.84%
5000
41.0 770
m/z--> 50 100 150 200 250 10.00

SFAM-EPA-BNO60622.M Wed Jun 15 04:24:02 2022

Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Naph thalene Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.657 4.32 ng/ul 360061 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Naphthalene 128 C10H8 000091-20-3 93
3 Azulene 128 C10HS8 000275-51-4 93
4 Naphthalene 128 C10HS8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 1287 (10.657 min): BN020133.D\data.ms (-1283) (- | m/z 128.00 100.00%
128.0
5000 J{
— —
510 454 1020 10.50 11.00
O 20 L 1400 2070 107 60 13.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 - e
10.50 11.00
m/z 129.00  10.89%
510 750 1929 |
J Il fm A
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: Naphthalene
128.0
=t =
10.50 11.00
5000 m/z 102.00 8.58%
51.0 740 1020
E LT SR
m/z--> 20 40 60 80 100 120 140 160 180 200 /\N
Abundance #13679: Azulene =t A ‘
128.0 10.50 11.00
m/z 51.00 8.40%
5000
51.0 102.0
270 | M0 | A
A B T e B A RAEma T 5 —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©61122\
Data File : BN@20133.D

Acqg On : 11 Jun 2022 11:55

Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .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 25 Phenol, 3-(1-methylethyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.222 5.14 ng/ul 428177 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 50
2 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 46
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 46
4 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 45
5 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 45

Abundance Scan 1383 (11.222 min): BN020133.D\data.ms (-1378) (- | m/z 121.00 100.00%
121.0
91.0
5000 186.0
43.0
H ‘ 65‘0 | FH ‘ 11.00 11.50
v “”‘WM ol 2069 Ll myz 132,95 66.47%
m/z--> 20 o 80 100 120 140
Abundance #18899: Phenol, 3-(1-methylethyl)-
121.0
5000 L
39.0 77.0 136.0 11 00 11.50
103.0 m/z 118.0 57.81%
\\\‘\\\\“’“\\?\“\‘\\\‘\\‘\‘\"\‘\\\‘\\\\“\\
miz--> 20 40 80 100 120 140
Abundance #18967:BenzenanemanoL.amha”44ﬂmeﬂwk
121.0 )
93.0 i
11 OO 11 50
5000 m/z 51.07%
43.0 10 136.0
60.
0 P R |
m/iz--> 20 40 60 8 100 120 140
Abundance #18891: Phenol, 3-(1-methylethyl)-
121.0 11 00 11 50
m/z 117.0 41.62%
5000 136.0
39.0 77.0 103.0
0 Fsso |l vy
m/z--> 20 40 80 100 120 140 11 OO 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 27 unknown-02 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.657 5.13 ng/ul 427541  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2,2-dimethyl-3-ox... 158 C8H1403 000597-04-6 38
2 3,4-Dimethylpentanoic acid 130 C7H1402 003302-06-5 32
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 27
4 Cyclohexanone, 4-methyl- 112 C7H120 000589-92-4 22
5 Propane, 1-ethoxy- 88 C5H120 000628-32-0 22
Abundance Scan 1457 (11.657 min): BN020133.D\data.ms (-1450) (- | m/z 43.00 100.00%
43.0
73.0
5000 112.1
—— —
11.50 12.00
95 129.1
‘cu I “ 229, . o990 sz 73,00 60.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35183: Butanoic acid, 2,2-dimethyl-3-oxo-, ethyl ester
43.0
88.0  116.0
5000 —r— ——
11.50 12.00
70.0 m/z 55.80  60.25%
26.%158'0
m/z--> 20 40 60 80 100 120 140 160
Abundance #15448: 3,4-Dimethylpentanoic acid
73.0
—— —
43.0 11.50 12.00
5000 ITI/Z 41.00 53.85%
260 9omse
m/z--> 20 40 60 80 100 120 140 160
Abundance #24164: 2-Ethyl-4-methylpentanoic acid T —
73.0 11.50 12.00
m/z 88.00 47.17%
5000 41.0
101.0
w0 | Ll e AUVIAN
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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-03 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.016 3.86 ng/ul 321585 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thietane, 2,4-dimethyl- 102 C5H1esS 043044-24-2 38
2 Pentanoic acid 102 C5H1002 000109-52-4 27
3 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 25
4 Succinic acid, 2-ethylhexyl 4-oc... 342 C20H3804 1000389-56-2 22
5 Succinic acid, 2-ethylhexyl hex-... 312 C18H3204 1000391-28-4 17
Abundance Scan 1518 (12.016 min): BN020133.D\data.ms (-1514) (1 m/z 60.00 100.00%
430 60.0
101.0
5000
83.0
T \
12.00
124.9
\“\’\‘\\‘\‘:\LS\O\.(\) m/Z 43.00 85.57%
m/z--> 20 40 60 80 100 120 140
Abundance #4898: Thietane, 2,4-dimethyl-
60.0
5000 — ‘
12.00
102.0 m/z 55.00 79.67%
‘\\\\T?.?\\H\\‘\\‘8\?\.9\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #4774 Pentanoic acid
60.0
T \
12.00
5000 m/z 101.00 58.79%
41.0
200 Il 4y L SO0
miz--> 20 40 60 80 100 120 140
Abundance #4559: Thiazole, 4,5-dihydro-2-methyl- O ‘
60.0 12.00
m/z 57.00 45.37%
101.0
5000
45.0
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.098 29.68 ng/ul 3954810  Phenanthrene-d10 17.181
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 92

Abundance Scan 2552 (18.098 min): BN020133.D\data.ms (-2545) (- | m/z 73.00 100.00%

73.0
5000 129.0
213.2

. —L —
‘ | ‘171-1‘ ‘ 256.1 18.00 18.50
ol Ll o | “‘ A L 8400 sz 43,00 97.91%

mi/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid

60.0

0

5000 129.0 =1 ]
18.00 18.50
m/z 59.95 92.05%

171.0 213.0 256.0
\\\\“ ‘\“h““ M‘\w \“‘\ \‘\‘\“ \“\‘\\‘L\\\\‘\\\\
m/z--> 5 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
— —
18.00 18.50
5000 m/z 57.00 80.43%
129.0
3.0 213.0
171.0 ‘
w\u‘m\ A ‘ ‘ ‘u\ L ‘
A B I A A
50 1

m/z--> 00 150 200 250 300
Abundance #143511: n-Hexadecanoic acid — = =
73.0 18.00 18.50
m/z 41.00 77.53%

129.0 256.0
5000 213.0
29, ‘ ‘ Tn.o
. \‘ L \\h“\ \}‘\H“ M \‘w‘\ ‘ ‘ L1 “ | ‘ ‘

‘ e =
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 6-Octadecenoic acid, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.251 10.36 ng/ul 1380630  Phenanthrene-d10 17.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 99
2 9-Octadecenoic acid 282 C18H3402 002027-47-6 99
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 99
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 96

Abundance Scan 2748 (19.251 min): BN020133.D\data.ms (-2738) (- | m/z 55.00 100.00%

58.0
5000

[
19.00 19.50
180.1 222.1 264.1
NMMNN“‘M:‘ S L m/z a1.00  68.90%

miz--> 50 100 150 200 250 300
Abundance #176219: 6-Octadecenoic acid, (Z)-
55.0

5000 = =
264.0 19.00 19.50

m/z 69.00 61.66%

37.0 2220
1§JLM4 e
50 150 200 250 300
#176210 9-Octadecenoic acid
55.0
T T
19.00 19.50
5000 264.0 m/z 43.00 49.02%
38.0 180.0 222.0
M\H‘h \h“‘\ H\ \‘\ sl M L h “‘ “\‘ T
m/z--> 50 150 250 300
55
L5.0

m/z-->
Abundance

Abundance #176209: cis-Vaccenic acid 7 7
.0 19.00 19.50

m/z 83.05 48.31%

H‘“H\ il “\ HK ? \]-8\0 0 222 0 26‘4'0 R—M—«

T T
m/z--> 50 100 150 200 250 300 19.00 19.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 34 cis-Vaccenic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.286 6.78 ng/ul 944464  Chrysene-di12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 87
2 Oleic Acid 282 C18H3402 000112-80-1 83
3 9-Octadecenoic acid 282 C18H3402 002027-47-6 83
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 81
5 Oleic Acid 282 C18H3402 000112-80-1 74
Abundance Scan 2754 (19 286 min): BN020133.D\data.ms (-2752) ( | m/z 55.00 100.00%
5!:
5000
97.1
—= —
137.0 19.00 19.50
- ‘H‘ “M ‘M\ ; \m\i\ ‘“LJ H‘u H\ n 169 1 ?%2 ‘2‘ ‘26‘4‘1‘ m/Z 69.00 54 .55%
m/z--> 100 150 200 250
Abundance #176209: cis-Vaccenic acid
55.0
5000 == —
19.00 19.50
m/z 83.00 45.45%
37.0 264.0
15.0/ LM \‘ ‘ ‘\H‘ MML‘ g 1800 2220 )
miz--> 50 150 200 250
Abundance #176208. Oleic Acid
55.0
= —
19.00 19.50
5000 m/z 41.00 44.12%
264.0
| H 180.0 222.0
— ‘M’\ o yl wu”h u‘h g - T R
miz--> 50 150 200 250
Abundance #176210.9()madecenok:add — —
55.0 19.00 19.50
m/z 97.10 31.98%
5000
H‘ | ‘ H 38.0 180.0 222.0
T \ T ’ ‘\ = L T ‘ T T ‘ T
m/z--> 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.375 11.65 ng/ul 1622660 Chrysene-d12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 99
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2769 (19.375 min): BN020133.D\data.ms (-2764) (- | m/z 43.00 100.00%
43.0 73.0
5000 129.0
1851 2412 ) = —
“ ‘ ‘ 284.¢ 19.00 19.50
— ‘; A H“‘ Mol SIS S Y M 1 m/z 73.00  91.93%
miz--> 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 730
5000 = e
129.0 19.00 19.50
m/z 60.00 84.72%
‘ 1850 410 284
— \“ \“\ h!‘ il H”\ HM\ L . ‘ I “‘ — ““
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
— =
19.00 19.50
5000 129.0 m/z 57.00 83.63%
284.C
‘ 1850 o410 ‘
— “‘ “ \“ h!\ H‘ H‘H\ HM‘ h \“ \‘ “ “\‘ “ o \‘ “\ ‘\‘ . ‘\‘
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid = —
73.0 19.00 19.50
43.0 m/z 55.00 77.56%
129.0
5000 284.C
185.0 241.0
_ whmuuh o “\‘M UM T — B
m/z--> 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 36 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.098 12.75 ng/ul 1775850  Chrysene-d12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 94
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3062 (21.098 min): BN020133.D\data.ms (-3057) (- | m/z 57.05 100.00%

57.0
5000 111.1
T

21.00 21.50

oL

i L 081 2522 3861 478\ ./, 43.00 90.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 . =
11.0 21.00 21.50

m/z 55.00 87.61%

‘ ‘ ‘ 169.0 238.0

\\“\‘!‘H‘\!\\‘i\“\\\l\’”\‘\\\‘\\\L‘\\\\‘\\\\’\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0

T
21.00 21.50

5000 11.0 m/z 83.05 74.71%
[ \\ M‘\ 1880 2520 398.0
i ‘ R R A RARS
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #293797: Pentafluoropropionic acid, hexadecyl ester e =
57.0 21.00 21.50

m/z 97.05 69.17%

1y h}HthBSO 2240 370.0 j\\ﬁw,\

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50

5000

SFAM-EPA-BNO60622.M Wed Jun 15 04:24:04 2022 Page: 31



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN061122\

Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS vial : 42

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .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 37 Supraene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22.664 11.51 ng/ul 1395920 Peryleme-diz 23.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 supraene a0 CoHse 007683-64-9 91

. 384 (C27H440
264 C17H2802

1000163-04-7 83
004128-17-0 64

1S

2 Docosa-2,6,10,14,18-pentaen-22-a..
3 2,6,10-Dodecatrien-1-0l1, 3,7,11-...
4 1
51

,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 3318 (22.604 min): BN020133.D\data.ms (-3313) (- | m/z 69.05 100.00%
69.0
5000 J
=" —
l 7.1 203.2 22.50 23.00
0 HVN“JMMJJ“H‘ 2 2731 3411 4103 4751 549 'n/7 81.e5  52.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 —, —
22.50 23.00
m/z 41.00 26.40%
137.0
L], 203.0 273.0 341.0 410.0
\\\‘\ \\‘ff\\‘\\11‘\\f\‘T\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0
T =
22.50 23.00
5000 ITI/Z 95.00 14.23%
‘ \ 36.0
yeli qu'm 50 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153389: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, acet = =
69.0 22.50 23.00
m/z 68.10 12.06%
5000
136.0
il 2oz B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
23.004 4.57 ng/ul 553471  Perylene-d12 23.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane, 1-iodo- 548 C30H611 1000406-32-3 91
Abundance Scan 3386 (23.004 min): BN020133.D\data.ms (-3380) (- | m/z 57.00 100.00%
57.0
U
‘ |71 E 1971 23.00
0 m_m\‘ Ll df 0 2659323.2 3869 490.1549.0 /7 71.85  62.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123970: Hexadecane, 2-methyl-
57.0
5000 1 :
197.0 23.00
1f10 m/z 43.00 58.77%
\‘\‘\“\\\\‘\‘\“\f“‘\g\‘\“\\‘\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
T
23.00
5000 m/z 85.05 47 .60%
| 77 365.0
i Jm1970 267.0
e B R e e A RAAEEmmmsssa
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane = ‘
57.0 23.00
m/z 55.00 23.64%
h *j{wLWVWm/V\kvwwww\m
| ‘ || 270 1970 2670  367.0
e A e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 39 Behenic alcohol Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
23.057 4.40 ng/ul 533294  Perylene-d12 23.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3395 (23.057 min): BN020133.D\data.ms (-3390) (- | m/z 57.00 100.00%
57.0

5000

N

‘ 125.1

=
195.1 264.9 341.0 416.9 23.00
MALLLE22L 2049 310 4169 4901549 /7 55,00  98.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #232316: Behenic alcoho
83.0

-

5000

m/z 83.05 98.41%

T
‘ 23.00

|| [1B3-0 222 0280.0

| '

‘\\1\\’\ \‘\\‘\\[\1f\‘1\\1[\\f\‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0

-

T
23.00
5000 m/z 97.10  91.99%

125.0

11}, 195.0 264.0 378.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #264236: n-Tetracosanol-1 T
57.0 23.00
m/z 43.05 87.99%
5000
125.0
l“\ | 1yt Ii I 195.0 308.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 40 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
24.298 6.20 ng/ul 751203  Perylene-di2 23.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3606 (24.298 min): BN020133.D\data.ms (-3599) (- | m/z 57.00 100.00%
57.0

:

5000
‘ ||}/ 1972 2811 24.00 24.50
ob L I([ 1972 2811 3869 4760 /7 71.65  63.94%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 U U

24.00 24.50
m/z 43.85 57.74%
|

|| ﬂlﬁ“19702670 367.0

m/z--> 0 50 100150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0

:

24.00 24.50

5000 m/z 85.10 46.96%
27.0
127:0197.0267.0337.0407.0 491.0562.0

Lo

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #336598: Hexacosane, 1-iodo- s
57.0 24.00 24.50
m/z 55.00  22.06%

-

5000

T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.00 24.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 43 26-Nor-5-cholesten-3.beta.-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
25.092 6.73 ng/ul 816282  Perylene-di2 23.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 26-Nor-5-cholesten-3.beta.-0l1-25... 386 C26H4202 007494-34-0 96
2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 96
3 Cholest-5-en-3-0l, (3.alpha.)- 386 C27H460 000474-77-1 95
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Cholesterol 386 C27H460 000057-88-5 78
Abundance Scan 3741 (25.092 min): BN020133.D\data.ms (-3732) (- | m/z 57.10 100.00%
57.1
o AL
T \
213.2 275 3 25.00
3534 -
ol 4, ”‘m MHH‘” ﬂ“““‘m\w phduld 4 TOT 41594760 549 43 o g1 asy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292860: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
5000 —— ‘
25.00
107.0 m/z 71.85 56.53%
‘ H \ ‘ 3.0 5750 386.0
L ‘ \h\H\”\H ‘J\Mhh‘\m\“h‘th\m‘\m\‘ \‘\ l\‘ \l‘l\ \J\ T “ TTTT “\“\l \}\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
7 \
25.00
5000 m/z 55.05 43.37%
‘ H H 213 057509  386.0
. J\‘\‘ Mu‘ Whh\‘m“hl‘\“ ‘ﬂu‘u T e ‘\‘\‘ ‘\“ . ‘\ - ‘\‘L‘\ “‘ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292915: Cholest-5-en-3-ol, (3.alpha.)- —— ‘
57.0 386.0 25.00
m/z 85.10 40.05%
5000 275.0
145.0
‘ \ ‘ 213.0
H_M S —— =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN061122\

Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
26.045 2.08 ng/ul 252481  Perylene-di2 23.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Heneicosane 296 C21H44 000629-94-7 93
3 Tetratriacontane, 2-methyl- 493 (C35H72 014167-65-8 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3903 (26.045 min): BN020133.D\data.ms (-3896) (- | m/z 57.00 100.00%
57.0

—

5000
7.1 207.0 2811 gop g 26.00
. 9 490.9 . o
_m_neuwﬂuw e perbep o s A909849. /7 71,05 65.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 = :

26.00
m/z 43.05 59.26%

l‘ HFF.\ L 197.0  296.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane

57.0

%

26.00
5000 m/z 85.05 52.79%

\‘ | 1270 1970 296.0

Pt e R S R e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #336700: Tetratriacontane, 2-methyl- .
57.0 26.00
m/z 55.00 24.02%
h \VJ\V/\/\/“M
449.0
LTS 1570 2070 5370
e A S e e e e e e 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN061122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 45 +tri(2-Ethylhexyl) trimellitate Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
27.486 3.79 ng/ul 459326  Perylene-di12 23.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 tri(2-Ethylhexyl) trimellitate 546 C33H5406 003319-31-1 94
2 N-[4-Methyl-3-(4-methyl-5-phenyl... 305 C19H19N30 1000459-63-7 38
3 4-(Morpholin-4-yl)-6-(2-phenylet... 305 C18H15N302 1000387-57-0 32
4 Ethene, 1-(anthracen-9-yl)-2-(4-... 305 C23H15N 1000163-13-9 32
5 benzenamine, 4-methoxy-N-(4-meth... 305 C20H19NO2 1000402-19-8 32

Abundance Scan 4148 (27.486 min): BN020133.D\data.ms (-4140) (- | m/z 305.10 100.00%

305.1
57.0
5000 193.0
L
H 1131 | s 2750
iy a‘\ ‘u ot 4 2920 | 18560 TOUT 4890z 57.e5  57.38%
mfz--> 50 100 150 200 250 300 350 400 450
Abundance #343463: tri(2-Ethylhexyl) trimellitate
305.0
57.0
5000 T
193.0 27.50
113.0 m/z 193.00  43.60%
T
\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\l\\‘\\\\‘\‘\\‘\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205835: N-[4-Methyl-3-(4-methyl-5-phenylimidazol-1-yl)
305.0
—
27.50
5000 m/z 71.05 36.00%

221.0
43.0
__1oaoisro | |

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205715: 4-(Morpholin-4-yl)-6-(2-phenylethynyl)-2,1,3-be
305.0

y

27.50
m/z 70.10  31.42%

5000

247.0
190.0
‘ d il

770 1390 |

m/z--> 50 100 150 200 250 300 350 400 450 27.50

i
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61122\
Data File : BN©20133.D

Acqg On : 11 Jun 2022 11:55
Operator : CG/JU

Sample : N3284-09

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN0©60622.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 4.022 4.2 ng/ul 216378 1 7.816 1033700 20.0
Ethane, 1,1,2-t... 4.122 4.8 ng/ul 247371 1 7.816 1033700 20.0
Tetrachloroethy... 4.552 3.5 ng/ul 181402 1 7.816 1033700 20.0
p-Xylene 5.493 2.5 ng/ul 129176 1 7.816 1033700 20.0
o-Xylene 5.840 50.6 ng/ul 2615560 1 7.816 1033700 20.0
Benzene, 1l-ethy... 6.911 3.1 ng/ul 160847 1 7.816 1033700 20.0
Mesitylene 7.046 25.2 ng/ul 1303070 1 7.816 1033700 20.0
Benzene, 1-ethy... 7.211 36.5 ng/ul 1889060 1 7.816 1033700 20.0
Benzene, 1,2,3-... 7.934 62.5 ng/ul 3231280 1 7.816 1033700 20.0
Indane 8.193 22.6 ng/ul 1165440 1 7.816 1033700 20.0
Cyclohexanone, 8.246 84.2 ng/ul 4353480 1 7.816 1033700 20.0
o-Cymene 8.458 10.7 ng/ul 551251 1 7.816 1033700 20.0
Benzene, 1-meth... 8.622 3.5 ng/ul 179050 1 7.816 1033700 20.0
unknown-01 8.740 3.7 ng/ul 191072 1 7.816 1033700 20.0
(DEL) Alkane: S... 9.052 2.9 ng/ul 148221 1 7.816 1033700 20.0
Benzene, 1,2,4,... 9.446 2.7 ng/ul 226930 2 10.605 1666890 20.0
Iso phorone 9.528 8.1 ng/ul 671098 2 10.605 1666890 20.0
Benzene, 1-meth... 10.016 6.8 ng/ul 571251 2 10.605 1666890 20.0
Naph thalene 10.657 4.3 ng/ul 360061 2 10.605 1666890 20.0
Phenol, 3-(1-me... 11.222 5.1 ng/ul 428177 2 10.605 1666890 20.0
unknown-02 11.657 5.1 ng/ul 427541 2 10.605 1666890 20.0
unknown-03 12.016 3.9 ng/ul 321585 2 10.605 1666890 20.0
n-Hexadecanoic ... 18.098 29.7 ng/ul 3954810 4 17.181 2664730 20.0
6-Octadecenoic ... 19.251 10.4 ng/ul 1380630 4 17.181 2664730 20.0
cis-Vaccenic acid 19.286 6.8 ng/ul 944464 5 21.369 2785240 20.0
Octadecanoic acid 19.375 11.7 ng/ul 1622660 5 21.369 2785240 20.0
Heptadecyl hept... 21.098 12.8 ng/ul 1775850 5 21.369 2785240 20.0
Supraene 22.604 11.5 ng/ul 1395920 6 23.698 2424830 20.0
(DEL) Alkane: S... 23.004 4.6 ng/ul 553471 6 23.698 2424830 20.0
Behenic alcohol 23.057 4.4 ng/ul 533294 6 23.698 2424830 20.0
(DEL) Alkane: S... 24.298 6.2 ng/ul 751203 6 23.698 2424830 20.0
26-Nor-5-choles... 25.092 6.7 ng/ul 816282 6 23.698 2424830 20.0
(DEL) Alkane: S... 26.045 2.1 ng/ul 252481 6 23.698 2424830 20.0
tri(2-Ethylhexy... 27.486 3.8 ng/ul 459326 6 23.698 2424830 20.0
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