LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG121721\
Data File : BG051643.D

Acq On : 19 Dec 2021 00:12
Operator : CG/JU

Sample - M5153-03

Misc

ALS Vial : 59 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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG121421_M
Title : SVOA CALIBRATION

Signal : TIC: BG0O51643.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.606 15 20 27 rvB2 9884 15543 1.47% 0.113%
2 3.982 77 84 88 rBV6 2497 4817 0.45% 0.035%
3 4.029 88 92 105 rBv 66301 110269 10.39% 0.805%
4 5.744 380 384 391 rVB3 14430 22371 2.11% 0.163%
5 5.879 402 407 416 rBV 35465 64303 6.06% 0.469%
6 6.261 467 472 479 rBV 13566 20382 1.92%  0.149%
7 6.743 548 554 557 rBV5 2262 4283 0.40% 0.031%
8 6.901 576 581 584 rBV5 2829 5390 0.51% 0.039%
9 7.248 635 640 645 rVB3 8781 16435 1.55% 0.120%
10 7.348 653 657 660 rw2 11461 16926 1.60% 0.124%
11 7.406 660 667 676 rW 186068 346406 32.65% 2.528%
12 7.489 676 681 687 rvB2 9931 14203 1.34% 0.104%
13 7.583 690 697 705 rBV 120017 206420 19.46% 1.507%
14 7.659 707 710 714 rvB2 6387 8515 0.80% 0.062%
15 7.800 725 734 745 rVB 170887 289597 27.30% 2.114%
16 7.923 747 755 760 rBV 37439 63388 5.98% 0.463%
17 8.276 807 815 821 rBV2 126979 223119 21.03% 1.629%
18 8.393 830 835 843 rBVv3 10116 18036 1.70% 0.132%
19 8.470 844 848 852 rBV3 4054 6644 0.63% 0.048%
20 8.575 862 866 873 rvB3 4605 6306 0.59% 0.046%
21 8.658 873 880 887 rBV 59976 104845 9.88% 0.765%
22 8.828 903 909 914 rBV6 4883 9701 0.91% 0.071%
23 8.969 921 933 942 rBvV 214268 388145 36.59% 2.833%
24 9.045 942 946 951 rBV5 3052 5090 0.48% 0.037%
25 9.133 956 961 965 rBv4 3612 6045 0.57% 0.044%
26 9.392 1001 1005 1006 rBv2 5379 6311 0.59% 0.046%
27 9.445 1007 1014 1020 rVB 157461 289970 27.33% 2.116%
28 9.645 1045 1048 1053 rVB3 5440 8471 0.80% 0.062%
29 9.774 1062 1070 1078 rVB6 8070 19111 1.80% 0.139%
30 9.868 1083 1086 1091 r\Ww4 4276 6389 0.60% 0.047%
31 9.921 1091 1095 1102 rW3 6300 10335 0.97% 0.075%
32 9.985 1102 1106 1110 rVB3 8533 13761 1.30% 0.100%
33 10.173 1131 1138 1146 rBV 141233 259286 24.44%  1.892%
34 10.355 1165 1169 1178 rVB5 5990 11340 1.07% 0.083%
35 10.508 1189 1195 1200 rBV6 9812 18331 1.73% 0.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG121721\
Data File : BG051643.D

Acq On : 19 Dec 2021 00:12
Operator : CG/JU

Sample - M5153-03

Misc

ALS Vial : 59 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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG121421_M
Title : SVOA CALIBRATION
36 10.720 1223 1231 1240 rBvV 221302 400072 37.71%  2.920%
37 11.113 1287 1298 1302 rBV 184828 338487 31.91% 2.471%
38 11.166 1302 1307 1313 rVB 155342 270498 25.50%  1.974%
39 11.231 1313 1318 1325 rBV 94016 168824 15.91% 1.232%
40 12.124 1465 1470 1476 rBV2 4383 6413 0.60% 0.047%
41 12.505 1531 1535 1542 rVB4 10062 13420 1.26% 0.098%
42 12.652 1555 1560 1564 rBV3 9497 16314 1.54% 0.119%
43 12.752 1569 1577 1584 rBV 137688 236397 22.28%  1.725%
44 12.864 1590 1596 1601 rVB5 9784 19045 1.80% 0.139%
45 12.969 1605 1614 1623 rVB 158627 272356 25.67%  1.988%
46 13.304 1668 1671 1675 rVB 4534 5647 0.53% 0.041%
47 13.387 1683 1685 1691 rBV3 2852 4349 0.41% 0.032%
48 13.451 1691 1696 1702 rVB5 4809 8798 0.83% 0.064%
49 13.733 1737 1744 1751 rBv4 22654 48002 4.52%  0.350%
50 14.074 1798 1802 1803 rBV3 3740 4706 0.44% 0.034%
51 14.232 1825 1829 1834 rBV5 9670 16364 1.54% 0.119%
52 14.297 1834 1840 1846 rW 397831 586933 55.33% 4.284%
53 14.379 1852 1854 1857 rVB4 5737 5746 0.54% 0.042%
54 14.426 1859 1862 1866 rVB3 4549 6183 0.58% 0.045%
55 14.544 1876 1882 1883 r\WW4 4853 8132 0.77% 0.059%
56 14.603 1886 1892 1901 rVB 435655 699830 65.97% 5.108%
57 14.744 1912 1916 1919 rBvV4 2966 5185 0.49% 0.038%
58 14.791 1919 1924 1932 rVB3 10401 15360 1.45% 0.112%
59 14.908 1935 1944 1951 rBV 302748 491813 46.36%  3.590%
60 14.973 1951 1955 1961 rVB 6518 10665 1.01% 0.078%
61 15.067 1965 1971 1979 rBv 182983 208998 28.18% 2.182%
62 15.125 1979 1981 1987 rVB5 3697 5878 0.55% 0.043%
63 15.296 2005 2010 2016 rBv4 12012 18223 1.72% 0.133%
64 15.484 2036 2042 2044 rBv4 2834 5677 0.54% 0.041%
65 15.531 2045 2050 2054 rVB4 6375 8019 0.76% 0.059%
66 15.572 2054 2057 2062 rVB6 4022 4357 0.41% 0.032%
67 15.631 2062 2067 2070 rBv4 3889 5836 0.55% 0.043%
68 15.695 2071 2078 2082 rBv7 12418 25731 2.43% 0.188%
69 15.895 2106 2112 2119 rBV 590499 925161 87.21% 6.753%
70 15.995 2124 2129 2137 rVB 135906 218151 20.56%  1.592%
71 16.147 2149 2155 2159 rBV5 5026 10197 0.96% 0.074%
72 16.241 2168 2171 2175 rVB5 4491 6255 0.59% 0.046%
73 16.306 2177 2182 2187 rBv8 4069 9186 0.87% 0.067%
74 16.400 2194 2198 2200 rBv4 4243 5150 0.49% 0.038%
75 16.529 2217 2220 2224 rBV6 4159 7138 0.67% 0.052%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG121721\
Data File : BG051643.D

Acq On : 19 Dec 2021 00:12
Operator : CG/JU

Sample - M5153-03

Misc

ALS Vial : 59 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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG121421_M
Title : SVOA CALIBRATION
76 16.629 2233 2237 2241 rVB3 26771 38585 3.64% 0.282%
77 16.723 2248 2253 2257 rBV 33805 49233 4.64% 0.359%
78 16.776 2257 2262 2269 rW4 45394 78577 7.41% 0.574%
79 16.841 2269 2273 2277 rBv3 39822 54581 5.14% 0.398%
80 16.882 2277 2280 2285 rVB4 23092 30062 2.83% 0.219%
81 16.941 2285 2290 2291 rBv4 9159 13727 1.29%  0.100%
82 17.046 2303 2308 2314 rVB4 29889 58151 5.48% 0.424%
83 17.105 2314 2318 2322 rBV 32491 48105 4.53% 0.351%
84 17.181 2328 2331 2338 rVvB2 21731 29065 2.74% 0.212%
85 17.393 2364 2367 2370 rBV3 9095 8483 0.80% 0.062%
86 17.546 2391 2393 2399 rVB6 10833 13504 1.27%  0.099%
87 17.657 2405 2412 2418 rBV 395014 597480 56.32% 4.361%
88 17.757 2422 2429 2438 rVB 604051 925825 87.27%  6.757%
89 17.933 2455 2459 2468 rBV8 8554 19614 1.85% 0.143%
90 18.303 2518 2522 2528 rVB8 8616 15850 1.49% 0.116%
91 18.521 2555 2559 2565 rW4 44759 63995 6.03% 0.467%
92 19.091 2652 2656 2660 rBv6 8400 12747 1.20% 0.093%
93 19.625 2745 2747 2751 rVB5 13395 13320 1.26% 0.097%
94 19.784 2771 2774 2779 rVB6 14722 17294 1.63% 0.126%
95 20.030 2810 2816 2822 rBvV 722432 1060871 100.00%  7.743%
96 21.581 3076 3080 3091 rBVS5 49848 106089 10.00% 0.774%
97 21.846 3120 3125 3133 rVB 216798 331654 31.26% 2.421%
98 21.975 3141 3147 3154 rVB 358708 622125 58.64% 4.541%
99 25.235 3692 3702 3714 rVB 348765 1047138 98.71% 7.643%
100 25.476 3733 3743 3752 rBv2 203559 610768 57.57% 4.458%

Sum of corrected areas: 13700823
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG121721\
Data File : BG051643.D

Acg On : 19 Dec 2021 00:12

Operator : CG/JU

Sample - M5153-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG121421_M
SVOA CALIBRATION

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

Abundance TIC: BG051643.D\data.ms
700000

600000
500000
400000

300000
8.969 10.720

200000 7.4067 gno 1l
2583 8276 9445 10173 11,165 1238769
: 11l231

100000 4029 6658

36063, o2 5. Aj% 6261 6 Bigot’ S(;&SS 1533920 ERRB3018550 12.123213068884
T 1T ‘ L ‘ L ‘ T 1T ‘ T T T T T 7T ‘ T 1T T 1T ‘ T T T \ ‘ T T 17T T T r T T T ‘ T T T ‘ L ‘ L ‘ T T T ‘ L ‘ T T 17T ‘ TT

Tme-> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 1050 11.00 1150 12.00 12.50 13.00

Abundance TIC: BG051643.D\data.ms
700000

20.030

17.757
600000 15.895

500000
14.603

400000 14.297 17.657 21.975

300000

200000

100000 1
JCJ;M}K 1 ,Lw! AW 43S :;-:L: .‘ A »,: 19.91 19

|9l e o ~ a
L L B L L B O L B \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051643.D\data.ms

700000

600000
500000
400000 25.235

300000
5.476

200000

100000

I\t e oo S e A~ g et
G‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\HPCHEMI\BNA G\Data\BG121721\
Data File : BG051643.D

Acg On : 19 Dec 2021 00:12

Operator : CG/JU

Sample - M5153-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG121421_M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 1 1,3-Cyclopentadiene, 5-(1-m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.744 2.01 ng/ul 22371  1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Ethylbenzene 106 C8H10 000100-41-4 87
2 Ethylbenzene 106 C8H10 000100-41-4 86
3 Ethylbenzene 106 C8H10 000100-41-4 80
4 o-Xylene 106 C8H10 000095-47-6 80
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 78
Abundance  Scan 384 (5.744 min): BG051643.D\data.ms (-380) (-) m/z 91.15 100.00%
91.2
5000
106.2 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
51.1 65"2 78.0 5.40 5.60 5.80 6.00
\H‘HH‘\H\‘\\\\‘\\3\8\.‘]\-\\\“‘\\\\‘\H\‘\\H\‘!‘\H\‘\‘\H‘\‘H\‘\H m/Z 106-15 35-81(y
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5731: Ethylbenzene
91.0
|
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
106.0 5.40 5.60 5.80 6.00
' m/z 65.15 17.30%
51.0 65.0 780
\H‘HH‘\\\\‘\2\7\.‘0\\\\“\\HH}\H‘\‘\‘\\‘\i\H“\H\“l\\\‘\‘\‘\‘\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance
91.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
5.40 5.60 5.80 6.00
5000 m/z 78.05 13.75%
106.0
51.0
27.0 65.0 78,0
\H‘HH‘\\H‘HH‘H\\‘\\H‘\\H‘\H\‘HH‘\H\‘HH‘H\\‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 A n I
Abundance #5732: Ethylbenzene R RERRRRRREERRRRNE
91.0 5.40 5.60 5.80 6.00
m/z 51.15 11.00%
5000
106.0
51.0
27.0 65.0 78.0
\\\]-‘.\()\\\‘]-\4\.‘.\(\)‘\\\‘\‘\\\\“\\H“\H‘\‘H\‘H\H“\H\‘l\\\‘\‘\‘\‘\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG121721\
Data File : BG051643.D

Acg On : 19 Dec 2021 00:12

Operator : CG/JU

Sample - M5153-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG121421_M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 Benzene, 1,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.879 5.76 ng/ul 64303 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 o-Xylene 106 C8H10 000095-47-6 95
2 o-Xylene 106 C8H10 000095-47-6 95
3 p-Xylene 106 C8H10 000106-42-3 94
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 94
5 p-Xylene 106 C8H10 000106-42-3 94
Abundance  Scan 407 (5.879 min): BG051643.D\data.ms (-402) (-) m/z 91.10 100.00%
91.1
5000 106.2
\\\‘\\\\‘\\\\‘\\\\‘\\\\
39.1 511 o5 77‘-2 5.60 5.80 6.00 6.20
\\‘\\\\‘\\\\‘\\\\‘i\\\\“V\\\‘\‘\‘\\‘\\\H‘\\\\‘\‘\\\‘\‘\‘\‘\‘\\\ m/Z 106-15 47-35(y
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5719: 0-Xylene
91.0
5.60 5.80 6.00 6.20
770 m/z 105.15 21.14%
39.0 51.0 650 /' ‘
H‘]\-\S\.(\)‘\Z\Z\.?HH“HHH}‘H\‘1‘\‘\\‘\\\‘U‘\\H“l\\\‘\‘h‘\‘u\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91.0 [k
\\\‘\\\m‘\\\&‘\\\\‘\\n\\
5.60 5.80 6.00 6.20
106.0
27.0 39.0 510 65.0 77.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 )\
Abundance #5721:p—Xerne T T T T T T[T T T
91.0 5.60 5.80 6.00 6.20
m/z 51.15 14_.17%
106.0
5000
270 39.0 510 g5 770 ﬂk
\\‘\\\\‘\\\‘\‘\\\\“\\\\il‘\\\‘\‘\‘\\‘\\\‘U‘\\\\‘1\\\‘\‘}\‘\‘\\\ M\n\\‘\A\\\‘\\\A‘\\\\M}\\\n\
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\HPCHEMI\BNA G\Data\BG121721\
Data File : BG051643.D

Acg On : 19 Dec 2021 00:12

Operator : CG/JU

Sample - M5153-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG121421_M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 4 Indane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.658 9.40 ng/ul 104845 1,4-Dichlorobenzene-d4 8.276
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Indane 118 C9H10 000496-11-7 83
2 Indane 118 COH10 000496-11-7 81
3 (@)-1-Phenylpropene 118 C9H10 000766-90-5 74
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 64
5 Benzene, l-ethenyl-2-methyl- 118 COH10 000611-15-4 60

Abundance  Scan 880 (8.658 min): BG051643.D\data.ms (-873) () m/z 117.15 100.00%
11y.2
5000
91.2 T T T T T
39.1 63.0 ., ‘ 8.40 8.60 8.80 9.00
\H‘HH‘HH‘HH“\H\“‘H\‘\“\“\‘H‘\1‘\‘1.‘\\\‘\“HHH‘\H‘H\‘\“HH m/z 118.15 53.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
5000 \/'\\‘\\‘\\\\‘H\\‘\\\\‘\\\
8.40 8.60 8.80 9.00
290 s 910 m/z 115.15  35.0%%
\\\]‘-?\'9‘\2?‘.\(‘)\\\}“\\\\Hiu!‘}‘\‘\\‘\7\7{‘0\\H“‘\H\l‘q“l\'\()‘ul\‘uu
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
117.0 A
T T T T T T T T
8.40 8.60 8.80 9.00
5000 m/z 91.15 19.93%
91.0
0 39.0 63.0 77.0 .
ARARARRRR RN RN R A R R R R R RN AR RR RRRRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10185: (Z)-1-Phenylpropene
117.0 8.40 8.60 8.80 9.00
m/z 63.05 11.50%
5000
91.0
51.0
27.0 | °>0 780 ﬂa
\H‘HH‘\H‘\.‘\H}“\H\}M\lMHH‘\MH‘HH‘Huwl‘q“l\'\()‘uu“uu Hur‘\uu‘uu‘ut\\(\‘u\
m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG121721\
Data File : BG051643.D

Acg On : 19 Dec 2021 00:12

Operator : CG/JU

Sample - M5153-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG121421_M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 5 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.776 2.63 ng/ul 78577  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Acetamide, N-(3-methylphenyl)- 149 COH11NO 000537-92-8 49
2 Acetamide, N-(2-methylphenyl)- 149 COH11NO 000120-66-1 38
3 1,3-Cyclopentadiene, 1,3-bis(1-m... 150 C11H18 123278-27-3 38
4 4-(7-Methyloctyl)phencl 220 C15H240 024518-48-7 38
5 Butanamide, N-(2-methylphenyl)-3... 191 C11H13NO2 000093-68-5 30
Abundance Scan 2262 (16.776 min): BG051643.D\data.ms (-2257) () |« m/z 149.15 100.00%
107.1 149.2
5000
191.2
55.1 ] A [T o
H ‘ 7? 2 00l 220.3 16.50 17.00
\\\‘\\\\“\\“\‘\“\Mm\”\w‘\\‘\“‘\‘u\\‘\“\\H}\‘\\\\‘\\\\‘\\\‘\‘\\\\“\\ m/Z 107-05 93-98[y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27370: Acetamide, N-(3-methylphenyl)-
107.0
5000 sy K —
149.0 16.50 17.00
430 770 m/z 121.05 69.28%
]\-\5\‘0\\\\“‘\\\\“\\\\“‘\\‘\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107.0
I A‘A A‘ /\‘ . I .
16.50 17.00
135. .18%
5000 149.0 m/z 135.05 53.18
43.0
77.0
15.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #27779: 1,3-Cyclopentadiene, 1,3-his(1-methylethyl)- P e
107.0 16.50 17.00
0/
1350 m/z 191.15 31.79%
5000
43.0
| Il
\\\‘\\\\“\\\\‘\\\\H‘\\“\‘\‘1\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \A‘A\MM\ T T ‘ \M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG121721\

Data File : BG051643.D

Acq On : 19 Dec 2021 00:12 Instrument :
Operator : CG/JU BNA_G

Sample - M5153-03 ClientSampleld :
Misc - BGL68

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG121421_M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.521 2.14 ng/ul 63995 Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 52
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2559 (18.521 min): BG051643.D\data.ms (-2555) () |« m/z  73.10 100.00%
431 731
5000
129.1 213.2
| 0
‘ \\‘U‘ HMWMHWMMW$M VM\J‘\MM‘ A ‘M L m/z 60.05 85.11%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 I L A
18.50
97.0 1710 2130 2560 m/z 43.15 83.86%
S “MH‘H L Mh\“\ M\“l ‘\ | “ “ “‘ \‘ “‘ - ““ o
m/z--> 50 100 150 200 250
Abundance
60.0
T ‘ T ‘
18.50
5000 m/z 41.15 79.26Y%
290 129.0
97.0 172.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid e
73.0 18.50
m/z 55.10 68.32%
43.0
5000
129.0
171.0 214.0
1‘41‘0‘\‘ U\‘n‘\‘ i ‘nhh‘ \H“L ‘m“‘ L ‘m‘ e —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG121721\

Data File : BG051643.D

Acq On : 19 Dec 2021 00:12 Instrument :
Operator : CG/JU BNA_G

Sample - M5153-03 ClientSampleld :
Misc - BGL68

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG121421_M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 7 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.581 3.41 ng/ul 106089 Chrysene-di12 21.975
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
2 Cyclotetradecane 196 C14H28 000295-17-0 83
3 1-Octadecancl 270 C18H380 000112-92-5 81
4 1-Docosene 308 C22H44 001599-67-3 74
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 70

Abundance Scan 3080 (21.581 min): BG051643.D\data.ms (-3076) () M/z 55.15 100.00%

55.1
5000

T T T I
\\\W Il u T \\\\‘ww\ \‘\ m/Z 43.15 90.84%

m/z--> 50 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
97.0

5000 e :

m/z 83.15 79.16%

‘u“ b L ‘\h iy “‘1‘89‘0‘ 2380 2950
m/z--> 50 100 150 200 250 300 350
Abundance
55.0

5000 m/z 57.15  77.46%

97.0
139.0 196.0
L ‘ L ‘ T T ‘ T T T ‘ T T T ‘ T T T T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance :

#161350: 1-Octadecanol o
43.0 83.0 21.50

m/z 69.15  66.03%

5000
25.0
LT som0 220
\‘\

miz--> 50 100 150 200 250 300 350 21.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG121721\
Data File : BG051643.D

Acg On : 19 Dec 2021 00:12
Operator : CG/JU

Sample - M5153-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\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]
1,3-Cyclopentad... 5.744 2.0 ng/ul 22371 1 8.276 223119 20.0
Benzene, 1,3-di... 5.879 5.8 ng/ul 64303 1 8.276 223119 20.0
Indane 8.658 9.4 ng/ul 104845 1 8.276 223119 20.0
unknown-01 16.776 2.6 ng/ul 78577 4 17.657 597480 20.0
n-Hexadecanoic ... 18.521 2.1 ng/ul 63995 4 17.657 597480 20.0
Dichloroacetic ... 21.581 3.4 ng/ul 106089 5 21.975 622125 20.0
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