LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SFAM-EPA-BM050721.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.063 27 30 48 rVB 91427 157471 0.16% 0.059%
2 3.452 94 96 126 rBV 307092 801453 0.83% 0.299%
3 3.763 140 149 179 rBV3 39093520 96540345 100.00% 36.013%
4 4.669 297 303 325 rBV 328140 543601 0.56% 0.203%
5 6.669 637 643 647 rBY 1551850 2478490 2.57% 0.925%
6 6.704 647 649 666 rVB 814592 1375312 1.42% 0.513%
7 6.863 671 676 692 rVB 510424 890915 0.92% 0.332%
8 7.051 702 708 711 rBV 827433 1323578 1.37% 0.494%
9 7.081 711 713 736 rVB 529268 909130 0.94% 0.339%
10 7.516 779 787 801 rBV 499868 852989 0.88% 0.318%

11 8.045 870 877 884 rBvV2 548843 1368135 1.42% 0.510%
12 8.240 904 910 919 rBV 919782 1524500 1.58% 0.569%
13 8.328 919 0925 946 rVB 1716474 2821504 2.92% 1.053%
14 8.575 958 967 974 rBV 390066 629121 0.65% 0.235%
15 8.675 977 984 987 rBV 724987 1161195 1.20% 0.433%

16 8.716 987 991 1009 rVB 840026 1471102 1.52% 0.549%
17 8.981 1029 1036 1049 rBvV 312421 493567 0.51% 0.184%
18 9.392 1098 1106 1118 rBV 558847 1021016 1.06% 0.381%
19 9.722 1156 1162 1182 rBV 610215 1035807 1.07% 0.386%
20 9.928 1190 1197 1217 rBV 816843 1619324 1.68% 0.604%

21 10.286 1252 1258 1263 rBV 721420 1276849 1.32% 0.476%
22 10.339 1263 1267 1279 rVB 1018223 1633388 1.69% 0.609%
23 10.445 1279 1285 1303 rBV 417899 927789 0.96% 0.346%
24 11.251 1417 1422 1426 rBV 248822 460547 0.48% 0.172%
25 11.310 1426 1432 1436 rVV3 107302 294856 0.31% 0.110%

26 11.604 1474 1482 1501 rBV 1253353 2290157 2.37% 0.854%
27 11.833 1514 1521 1528 rBV 625677 1031913 1.07% 0.385%
28 12.186 1574 1581 1597 rVB 2216626 3442941 3.57% 1.284%
29 12.598 1644 1651 1659 rBV 620759 1018852 1.06% 0.380%
30 12.675 1659 1664 1682 rVB 526095 1014494 1.05% 0.378%

31 13.033 1714 1725 1740 rBV 2849027 4259898 4.41% 1.589%
32 13.592 1813 1820 1824 rBV 1889792 2593276 2.69% 0.967%
33 13.639 1824 1828 1843 rVB 1663172 2289079 2.37% 0.854%
34 13.857 1857 1865 1868 rBV 2106058 3246723 3.36% 1.211%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

35 13.886 1868 1870 1885 rVB 1822059 2334708 2.42% 0.871%

36 14.169 1911 1918 1924 rBV 1264471 1817808 1.88% 0.678%
37 14.233 1924 1929 1942 rVB 1304384 1822735 1.89% 0.680%
38 14.422 1953 1961 1980 rBV3 1710462 3710218 3.84% 1.384%
39 14.574 1981 1987 2000 rVV 1364150 2167365 2.25% 0.809%
40 14.686 2000 2006 2018 rVV 2082955 2946320 3.05% 1.099%

41 14.810 2021 2027 2042 rVB 728380 1081560 1.12% 0.403%
42 15.016 2055 2062 2074 rBV 3417179 4548617 4.71% 1.697%
43 15.169 2081 2088 2093 rBV 2740509 3837376 3.97% 1.431%
44 15.221 2093 2097 2107 rVV 4472541 6258858 6.48% 2.335%
45 15.310 2107 2112 2125 rVV 932195 1397692 1.45% 0.521%

46 16.116 2243 2249 2262 rBV 3567555 4799865 4.97% 1.791%
47 16.227 2262 2268 2277 rVB 1094885 1497374 1.55% 0.559%
48 16.598 2321 2331 2347 rBV2 2650250 5607145 5.81% 2.092%
49 16.921 2379 2386 2389 rBV 1534070 2228880 2.31% 0.831%
50 16.963 2389 2393 2398 rVV 3790137 5151715 5.34% 1.922%

51 17.015 2398 2402 2423 rVB 2802989 4182351 4_.33% 1.560%
52 17.404 2462 2468 2487 rBV 2815929 3990815 4._.13% 1.489%
53 17.539 2487 2491 2495 rVVv2 80441 113245 0.12% 0.042%
54 17.833 2535 2541 2547 rBV2 90092 173763 0.18% 0.065%
55 17.898 2547 2552 2563 rVB 2596042 3143502 3.26% 1.173%

56 18.986 2727 2737 2755 rBV 3187420 4416161 4._.57% 1.647%
57 19.321 2787 2794 2803 rBV 3505886 5062586 5.24% 1.889%
58 20.262 2949 2954 2961 rBV 2983499 3193007 3.31% 1.191%
59 21.039 3082 3086 3091 rBV 2572090 2736356 2.83% 1.021%
60 21.103 3091 3097 3102 rVV2 4082440 7390258 7.66% 2.757%

61 21.150 3102 3105 3119 rVB 2945291 3690915 3.82% 1.377%
62 21.897 3227 3232 3241 rBV 6462312 7431278 7.70% 2.772%
63 22.139 3270 3273 3279 rVB2 157042 202942 0.21% 0.076%
64 22.621 3349 3355 3359 rBV 2208548 3554882 3.68% 1.326%
65 22.668 3359 3363 3375 rVB 3807877 5794840 6.00% 2.162%

66 23.127 3434 3441 3454 rBV 3193682 5997513 6.21% 2.237%
67 23.262 3458 3464 3477 rVB 1509917 2768681 2.87% 1.033%
68 23.762 3544 3549 3557 rVB 382676 661996 0.69% 0.247%
69 24.462 3663 3668 3677 rVB 343289 713070 0.74% 0.266%
70 25.280 3802 3807 3816 rVB 220224 508608 0.53% 0.190%

71 25.397 3818 3827 3850 rVB2 2245090 6332869 6.56% 2.362%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

Sum of corrected areas: 268067191
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM030065.D

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

3.06 3, 45 t 4.67 %\%8@@@ 752 8, ogl%\ﬁzgs.@ﬂs,gs 9.39 9.79.93 133@"4 11125158

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: BM030065.D

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07

1e+07

5000000 16.12 ¢ 60 17.40 17.90 18.9919.32 20.26

12.19 13.03
BN RT Wl w vrrv m%sl 52 ) lrsarks

Time--> 12.00 12.50 13.00 13.50 1400 1450 1500 1550 16.00 1650 17 00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM030065.D

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07

1e+07
21.90

5000000 22,67
DS 252 235356 25.40
214 J\f f3%° 2376 2446 25.78

R AR mEas = e AR L RS s S S EEREEREES

Time--> 21.00 21.50 22. 00 22. 50 2300 23.50 2400 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SFAM-EPA-BM0O50721.M Wed May 19 15:50:32 2021 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Toluene Concentration Rank 1

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

3.76 2263.58 ng/ul 96540300 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7H8 000108-88-3 91
2 Toluene 92 C7H8 000108-88-3 91
3 Toluene 92 C7H8 000108-88-3 90
4 1.3.5-Cvcloheptatriene 92 C7H8 000544-25-2 83
5 Toluene 92 C7H8 000108-88-3 83

Abundance Scan 148 (3.757 min): BM030065.D (-140) (-) m/z 92.15 100.00%
dp
5000
65 L
i T e i a T
0 il 128152 198 201 251 281 855 401 | sz 91.15  99.99%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #2451: Toluene
Ji
5000 USRS U AN
3.40 3.60 3.80 4.00
39 4 m/z 65.05 35.50%
0 1 1 " III
T UL SN UL AR UL SR WY
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
91
340 360 380 400
5000 m/z 63.05 23.90%
39 65
e L L L L L LA L WL
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #2454: Toluene L LI L L L L B
g1 3.40 3.60 3.80 4.00
m/z 39.10 23.22%
5000
0 |}§'L+HL' UL UL UL UL UL A LSRR U AR
m/z--> 0 50 100 150 200 250 300 350 400 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._.67 12.75 ng/ul 543601 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 25

Abundance Scan 303 (4.669 min): BM030065.D (-297) (-) m/z 43.00 100.00%
43
5000
1ot 440 460 480 500
Ol 72 8B 7 /7 59.10  53.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R I UL I
59 440 4.60 480 5.00
m/z 101.10 16.67%
15 5 101

| il | 83 |
oty
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

59

4.40 4.60 4.80 5.00
5000 41 m/z 58.00 13.36%

29
87
15 70 98
O B I e o o LA e o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance :

#8186: 2-Pentanone, 4-hydroxy-4-methyl- B R I e s o e
43 440 460 480 500

5000

0

31
\

59

‘ gg 101

m/z-->

20

40

60 80 100 120 140 160

180

200

m/

.

440 4.60 4.80 5.00

z

41.05

8.96%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Benzaldehyde dimethyl acetal Concentration Rank 6

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

8.98 7.73 ng/ul 493567 Naphthalene-d8 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde dimethvl acetal 152 C9H1202 001125-88-8 90
2 Benzaldehvde dimethvl acetal 152 C9H1202 001125-88-8 80
3 Benzaldehvde dimethvl acetal 152 C9H1202 001125-88-8 80
4 Benzeneacetic acid. .alpha.-meth... 180 C10H1203 056143-21-6 78
5 3-Methoxy-3-phenylpropyl chloride 184 C10H13CIO 1000370-35-5 72

Abundance Scan 1036 (8.981 min): BM030065.D (-1029) (-) m/z 121.10 100.00%
121
5000
77
91 105
51 8.60 8.80 9.00 9.20 9.40
b b b L |y a85181 103 221 267 | h 7700 35.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26003: Benzaldehyde dimethyl acetal
121
5000 T T ---/k---- SR
8.60 8.80 9.00 9.20 9.40
" 91 108 m/z 91.05 18.26%
0l 15 29, o 135 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
121
8.60 880 9.00 9.20 9.40
5000 m/z 105.00 14 .85%
77
oL 15 29 51 OL105  ss151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26005: Benzaldehyde dimethyl acetal A e
121 8.60 8.80 9.00 9.20 9.40
m/z 51.00 11.02%
5000
77
91 105
o2 St | 1 assisL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 3,4-Dimethyl-5-hydroxy-isox... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.31 4.62 ng/ul 294856 Naphthalene-d8 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caprolactam 113 C6H11NO 000105-60-2 91
2 Caprolactam 113 C6H11NO 000105-60-2 87
3 Caprolactam 113 C6H11NO 000105-60-2 68
4 3.4-Dimethvl-5-hvdroxyv-isoxazole 113 C5H7NO2 029279-99-0 59
5 3,4-Dimethyl-isoxazol-5(4H)-one 113 C5H7NO2 015731-93-8 59
Abundance Scan 1432 (11.310 min): BM030065.D (-1426) (-) m/z 55.00 100.00%
5000 42 85 113 i
67 ‘ 11.00 11.20 11.40 11.60
o el 22 Tm/z 56.10 69.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6924: Caprolactam
30
55
5000 42
o 13 11.00 11.20 11.40 11.60
m/z 42.10 52.28%
s e |
e L S S U L B B I L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
113
11.00 11.20 11.40 11.60
5000 30 42 85 m/z 113.05 46.17%
67
15 98
e L S S UL L B B I L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6923: Caprolactam
30 11.00 11.20 11.40 11.60
55 m/z 41.10 42 .24%
113
5000 4 B4
0 '}?I“w"hh" Jlﬁ?"l“"??"'“l""l SR SRR SRR N
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.83 16.16 ng/ul 1031910 Naphthalene-d8 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro-5-hvdroxyv-2.4.6-cvclohe... 156 C7H5CI102 007009-16-7 43
2 6-1sopropviauinoline 171 C12H13N 000135-79-5 38
3 Benzene. 2.5-cvclohexadien-1-vI- 156 C12H12 004794-05-2 38
4 1.2.3.4-Tetrahvdropentalene., 1.1... 171 C12H13N 1000217-18-6 37
5 Chloroxylenol 156 C8HOCIO 000088-04-0 32
Abundance Scan 1520 (11.828 min): BM030065.D (-1514) (-) m/z 156.00 100.00%
186
5000 115
78 171
52 11.60 11.80 12.00 12.20
141
oo Bl b 4 ML 208 2 701500 49.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28745: 2-Chloro-5-hydroxy-2,4,6-cycloheptatrien-1-one
156
128
5000 64 LB B SULILILN BN SRR
11,60 11.80 12.00 12.20
g2 m/z 78.00 31.27%
o254 T bpg L | 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
" 11.60 11.80 12.00 12,20
5000 m/z 158.00 30.82%
171
. b7 51 77T 101 128,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28511: Benzene, 2,5-cyclohexadien-1-yl- A A man
11.60 11.80 12.00 12.20
m/z 171.10 28.79%
5000
o} —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M

SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 3

Peak Number

R.T.

6

EstConc

Mol inate

Relative to ISTD

14.69

Hit# of 5

32.42 ng/ul

2946320

Tentative ID

Acenaphthene-d10

MW  MolForm

1 Molinate
2 Molinate

187 C9H17NOS
187 C9H17NOS

002212-67-1 97
002212-67-1 96
000065-71-4 72
002212-67-1 64
002212-67-1 60

m/z 126.10 100.00%

14.40 14.60 14.80 15.00

m/z 55.05 80.48%

14.40 14.60 14.80 15.00

m/z 41.10 29.88%

14.40 14.60 14.80 15.00

m/z 83.05 18.81%

14.40 14.60 14.80 15.00

m/z 42.05 16.57%

3 Thvmine 126 C5H6N202
4 Molinate 187 C9H17NOS
5 Molinate 187 C9H17NOS
Abundance Scan 2007 (14.692 min): BM030065.D (-2000) (-)
126
55
5000
41
‘ 83 og 187
N P N I U2 = A1
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51277: Molinate
126
55
5000
41 98 187
07O| 20 R N —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
126
5000 %5
187
83
69 =~ 98 158
O T e e e e e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11026: Thymine
55 126
5000
83
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280

14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1,1"-Biphenyl, 4-nitro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.40 35.81 ng/ul 3990820 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 4-nitro- 199 C12H9NO2 000092-93-3 99
2 1.1"-Biphenvl. 4-nitro- 199 C12H9NO2 000092-93-3 98
3 Acenaphthvlene. 1.2-dihvdro-5-ni... 199 C12H9NO2 000602-87-9 94
4 1.1"-Biphenvl. 3-nitro- 199 C12H9NO2 002113-58-8 90
5 1,1"-Biphenyl, 3-nitro- 199 C12H9NO2 002113-58-8 76
Abundance m/z 152.05 100.00%

Scan 2467 (17.398 min): BM030065.D (-2462) (-)
1

5000

17.00 17.20 17.40 17.60 17.80
0 b preerer2ee- | m/z 199.10  76.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60462: 1,1'- Blphenyl 4-nitro-
152 199

17.00 17.20 17.40 17.60 17.80
m/z 153.10 30.75%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
152
199
17.00 17.20 17.40 17.60 17.80
5000 m/z 169.10 29.21%
169
76
51 115
30 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #60473: Acenaphthylene, 1,2-dihydro-5-nitro-
152 17.00 17.20 17.40 17.60 17.80
m/z 151.10 29.05%

199
5000
169
0,,",‘”,,, N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60 17.80
SFAM-EPA-BM0O50721.M Wed May 19 15:50:35 2021 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.76 4.78 ng/ul 661996 Perylene-di12 23.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3549 (23.762 min): BM030065.D (-3544) (-) m/z 57.10 100.00%
57
5000 85
113 23.40 23.60 23.80 24.00
141
O b A L 169107 225253281 326355 399431 490 | /5771 10 64.24%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #141424:; Heneicosane
57
5000 85 AU B
23.40 23.60 23.80 24.00
m/z 43.10 63.02%
. 29 1}33?1169197225253 296
mz-> 0 50 160 150 200 250 360 350 400 450 '
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 85.05 45_.10%
0 113 54183211239 281
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #141433: Pentadecane, 8-hexyl- T T T T
43 23.40 23.60 23.80 24.00
71 m/z 55.05 22.71%
5000
99 196
o 127155 | 225250 280 .
mz-> 0 5'0 1c')o 150 200 250 300 350 400 450 ' 23140 23.60 23.80 24.00

SFAM-EPA-BM0O50721.M Wed May 19 15:50:35 2021
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .46 5.15 ng/ul 713070 Perylene-d12 23.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3668 (24.462 min): BM030065.D (-3663) (-) m/z 57.10 100.00%

57
5000 85

113 24, 20 24 40 24 60 24. 80
141169 281
obrrd d AL [ 747109107225055207 325367 401431 489 849 | 1o U0 g B6. 4%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
5000 85 LIS L L L L L LB L

24.20 24.40 24.60 24.80
m/z 43.10 63.33%

29
oL 111}3141169197225253 295323 367
BEE T BB i s A —
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57

24 20 24.40 24.60 24.80

5000 o m/z 85.10 46.74%
29
o 113141169197225253281309337365394
SRR B S F I ahivai e B SR sl e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane R EREEE
24.20 24.40 24.60 24.80
m/z 55.10 23.60%
5000

)

141169197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2420 24'40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051821\
Data File : BM0O30065.D

Aca On : 18 May 2021 14:45

Operator : CG/JU

Sample : M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

25.28 3.67 ng/ul 508608 Perylene-d12 23.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3807 (25.280 min): BM030065.D (-3802) (-) m/z 57.10 100.00%

5000

25.00 25.20 25.40 25.60
m/z 71.10 63.48%

o 141175207 247 283 326 369403 477 549

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141424:; Heneicosane

-

5000
25.00 25.20 25.40 25.60

m/z 43.10 59.32%

296

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
AT o e e e e S
25.00 25.20 25.40 25.60
5000 m/z 85.10 45.39%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

O e e 4 L
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #202662: Heptacosane e e e AR

57 25.00 25.20 25.40 25.60
m/z 55.05 20.61%

5000
Fg
ol 26 | |7, 141 183 225 267 323 380

e e o = = SO cobucmscalilan s

miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.00 25.20 25.40 25.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051821\
Data File : BM0O30065.D

Acq On : 18 May 2021 14:45

Operator : CG/JU

Sample - M2402-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Toluene 3.76 2263.6 ng/ul 96540300 1 7.52 852989 20.0
2-Pentanone, 4-hy... 4._67 12.8 ng/ul 543601 1 7.52 852989 20.0
Benzaldehyde dime... 8.98 7.7 ng/ul 493567 2 10.29 1276850 20.0
3,4-Dimethyl-5-hy_... 11.31 4.6 ng/ul 294856 2 10.29 1276850 20.0
unknown-01 11.83 16.2 ng/ul 1031910 2 10.29 1276850 20.0
Mol inate 14.69 32.4 ng/ul 2946320 3 14.17 1817810 20.0
1,1*-Biphenyl, 4-_.. 17.40 35.8 ng/ul 3990820 4 16.92 2228880 20.0
(DEL) Alkane: Str... 23.76 4.8 ng/ul 661996 6 23.26 2768680 20.0
(DEL) Alkane: Str... 24.46 5.2 ng/ul 713070 6 23.26 2768680 20.0
(DEL) Alkane: Str... 25.28 3.7 ng/ul 508608 6 23.26 2768680 20.0
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