LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc :

ALS Vvial : 35 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_M\METHODS\SFAM-EPA-BM111721.M
Title : SVOA CALIBRATION

Signal : TIC: BM@33158.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.849 80 87 98 rBV 131591 303767 ©.29% 0.198%
2 4.160 135 140 144 rBV 81788 130472 0.12% 0.085%
3 4.201 144 147 154 rVB 71469 106485 0.10% 0.070%
4 5.201 311 317 324 rVB2 56323 116842 0.11% 0.076%
5 5.325 324 338 343 rBV3 33031950 105930714 100.00% 69.155%
6 5.472 356 363 373 rVB2 263169 640664 0.60% 0.418%
7 5.637 379 391 397 rBV 221224 432223 0.41% 0.282%
8 5.984 439 450 455 rVW 137351 229519 ©0.22% 0.150%
9 6.460 522 531 539 rBV2 316216 502849 0.47% 0.328%
10 6.948 608 614 621 rVB 227464 362027 ©.34% 0.236%
11  7.119 637 643 650 rBV 178180 309907 ©.29% 0.202%
12 7.295 667 673 679 rBV 469612 796727 0.75% 0.520%
13 7.354 679 683 690 rvVB 416941 645197 0.61% 0.421%
14 7.495 702 707 712 rBV 508772 906747 0.86% 0.592%
15 7.860 761 769 775 rVB2 112667 210654 ©.20% 0.138%
16 7.966 781 787 789 rBV 475424 725151 0.68% 0.473%
17 8.001 789 793 802 rVV 1543414 2624559 2.48% 1.713%
18 8.337 842 850 858 rBv2 369285 785512 ©.74% 0.513%
19 8.660 899 905 917 rVB 498733 830278 0.78% 0.542%
20 9.066 966 974 979 rBV2 164135 293901 0.28% 0.192%
21  9.131 979 985 994 rVWW2 678697 1447414 1.37% 0.945%
22 9.213 994 999 1010 rVB 83653 173224 0.16% 0.113%
23 9.848 1099 1107 1115 rBV 531638 908197 0.86% 0.593%
24 10.160 1151 1160 1169 rBV3 146594 321694 ©0.30% 0.210%
25 10.378 1189 1197 1206 rBV 825993 1527260 1.44% 0.997%
26 10.542 1220 1225 1231 rBV 102620 165254 0.16% 0.108%
27 10.636 1231 1241 1248 rVV2 251373 532420 0.50% 0.348%
28 10.766 1256 1263 1267 rBV 690189 1196309 1.13% 0.781%
29 10.819 1267 1272 1278 rW 460922 777698 0.73% 0.508%
30 10.901 1278 1286 1297 rVB 465493 910875 0.86% 0.595%
31 12.636 1571 1581 1590 rBV3 97524 240845 ©0.23% 0.157%
32 13.995 1805 1812 1818 rBV 1641261 2304353 2.18% 1.504%
33 14.283 1854 1861 1874 rVB 1747497 2764265 2.61% 1.805%
34 14.583 1906 1912 1920 rBV 1141483 1741716 1.64% 1.137%
35 14.766 1936 1943 1954 rBV2 182193 380755 ©.36% 0.249%

36 15.571 2074 2086 2091 rVB 2211832 3389737 3.20% 2.213%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS Vvial : 35 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_M\METHODS\SFAM-EPA-BM111721.M
Title : SVOA CALIBRATION
37 15.683 2093 2099 2108 rBV 759198 1071209 1.01% ©0.699%
38 16.954 2311 2315 2322 rBV 197963 316656 ©0.30% 0.207%
39 17.324 2372 2378 2384 rVB 1362410 2003286 1.89% 1.308%
40 17.418 2388 2394 2405 rBV2 2479557 3624929  3.42%  2.366%
41 18.206 2523 2528 2535 rBV 230089 382480 0.36% ©.250%
42 19.471 2740 2743 2752 rBV 144734 213136 ©0.20% 0.139%
43 19.700 2777 2782 2789 rVB 2809701 3822120 3.61% 2.495%
44 21.183 3031 3034 3042 rVB3 140451 181913 0.17% ©0.119%
45 21.477 3080 3084 3089 rVB 1307245 1624300 1.53% 1.060%
46 23.677 3452 3458 3471 rVB2 1355572 2853094 2.69% 1.863%

47 23.824 3478 3483 3492 rVB2 705437 1418568 1.34% 0.926%

Sum of corrected areas: 153177902
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM033158.D\data.ms

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

3.8494 LTI 5.205.458375.984 6.460 6.9AaT@IHA95 7, #4195 8.3378.660 oty 9. 84§0 16urd §4aeeso1
0 T T \'W"_FAT\ L L R \T\Er‘ [ — *v_v_v_r /_v_v_v_rf\‘v*\ f/‘\Lv_v_r &Ev—ﬁ\ ‘v_v_(% T T /\\’\/\\
Time--> 350 400 450 500 550 6. OO 650 7.00 750 8.00 8 50 9.00 9.50 10 00 10 50 11.00 11.50

Abundance TIC: BM033158.D\data.ms

3e+07
2.5e+07
2e+07
1.5e+07
le+07

5000000

7.418 19.700
13.998.2 15.571 17554
12.636 8& ?3/66 15683 16954 ﬁ 18.206 19.471

ob—-t28% A N Acee o e A e e

Time--> 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM033158.D\data.ms

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

21.477 23
21.183") %57-}24

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 Cyclohexene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.201 2.94 ng/ul 106485 1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 94
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 90
3 Cyclohexane, methylene- 96 C7H12 001192-37-6 90
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 87
Abundance Scan 147 (4.201 min): BM033158.D\data.ms (-144) (-) m/z 81.10 100.00%
81.1
5000
55.1

R ARE T

M ‘ ‘ 1351 3.80 4.00 4.20 4.40 4.60
0 Mw,‘muwm‘“‘Ju‘HH_m"mww_mz‘??;?’ m/z 67.10  49.64%

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

Abundance #3236: Cyclohexene, 1-methyl-

5000 L“v’/\\/\
550 3.80 4.00 4.20 4.40 4.60
270 m/z 96.05 40.98%
0 ’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3234 Cyclohexene, 4-methyl-
81.0
3.80 4.00 4.20 4.40 4.60
5000 54.0 m/z 68.10  38.58%
o

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

Abundance #3244: Cyclohexane, methylene-

81.0 3.80 4.00 4.20 4.40 4.60
m/z 55.10  33.85%

39.
- \AMW
ol b W
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 Succinic acid, 2,3-dichloro... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.201 3.22 ng/ul 116842 1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, 2,3-dichloropheny... 346 C15H16C1205 1000390-72-5 50
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50
3 Succinic acid, isohexyl tetrahyd... 286 C15H2605 1000329-86-4 47
4 3-Methyl-1-hexen-3-o0l 114 C7H140 055145-28-3 47
5 Succinic acid, 3-methylbut-2-yl ... 272 C14H2405 1000390-71-4 47

Abundance Scan 317 (5.201 min): BM033158.D\data.ms (-311) (-) m/z 71.05 100.00%

43.0 71.0
5000
‘ 4.80 5.00 5.20 5.40 5.60
132.8 193.1
0 ‘,HH,HH“H““‘:“JH_M‘\Wuw“wwwWWwwwww m/z 43.00  85.02%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #254880: Succinic acid, 2,3-dichlorophenyl tetrahydrofurf
71.0
5000 I L AL B
43.0 4.80 5.00 5.20 5.40 5.60
1850 m/z 85.10 64.69%
0 i ‘L H \“\ ‘\101 0 \]\_4§ 0 L 24\5 0
\’HH’HH‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #8648: Hexane, 3,3-dimethyl-
43.0
Ramas A RARRE
4.80 5.00 5.20 5.40 5.60
5000 71.0 m/z 58.05 57.15%
\’HH’HH‘HH‘\H\‘\‘H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #181110: Succinic acid, isohexyl tetrahydrofurfuryl ester R R
71.0 4.80 5.00 5.20 5.40 5.60
m/z 81.05 25.29%
5000
43.0
101.0
Ol rletberbr et her bt o e ot e
m/z--> 0 20 40 60 80 100120140160 180200220240 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 3-Chlorothiophene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.472 17.67 ng/ul 640664 1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Chlorothiophene 118 C4H3C1S 017249-80-8 97
2 Thiophene, 2-chloro- 118 C4H3C1S 000096-43-5 95
3 3-Chlorothiophene 118 C4H3C1S 017249-80-8 93
4 Thiophene, 2-chloro- 118 C4H3C1S 000096-43-5 70
5 Ethylbenzene 106 C8H10 000100-41-4 53
Abundance Scan 363 (5.472 min): BM033158.D\data.ms (-356) (-) m/z 118.00 100.00%
118.0
83.
5000 5.0
e ARRR RS
H H ‘ ‘ ‘ 5.20 5.40 5.60 5.80
ol bl L AL 1908 2810 /. 911 88.03%
miz--> 50 100 150 200 250
Abundance #9829: 3-Chlorothiophene
118.0
83.0
5000 LU L B I B B BN
480 5.20 5.40 5.60 5.80
m/z 83.00 55.03%
01\29 T ‘H\Mw HW ‘\‘H\”H i T L I e s B B B B B
miz--> 50 100 150 200 250
Abundance #9830: Thiophene, 2-chloro-
118.0
83.0 R ERRREEEEE
5.20 5.40 5.60 5.80
5000 m/z 44.95 38.21%
45.0
01‘39 , \H\} \“\“hh il —— — — — .
miz--> 50 100 150 200 250
Abundance #9828: 3-Chlorothiophene “vr/\p““‘u““u““
118.0 5.20 5.40 5.60 5.80
m/z 120.00  36.72%
5000
83.0
45.0
01‘2-9‘”‘”‘1“\ e SSEBIS | V———
m/z--> 50 100 150 200 250 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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, 1,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.637 11.92 ng/ul 432223  1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 p-Xylene 106 C8H10 000106-42-3 97
Abundance Scan 391 (5.637 min): BM033158.D\data.ms (-379) (-) m/z 91.05 100.00%
91.0
5000
R ARRRREESe
51.0 | 5.40 5.60 5.80 6.00
Ol il 1880 1910 1) 106,10 43.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 L L L L L L B BRI
5.40 5.60 5.80 6.00
m/z 105.05 20.37%
39.0 65.0 ‘
O\\\‘\‘\\\“‘\\‘h‘\“U\\\‘H‘\\‘1\““!\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5747: Benzene, 1,3-dimethyl-
91.0 /\
R  ARAN R
5.40 5.60 5.80 6.00
5000 m/z 77.05 13.87%
51.0 ‘
£ TR T S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5727: o-Xylene R Amma
91.0 5.40 5.60 5.80 6.00
m/z 51.05 11.76%
5000
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21

Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 8 Benzene, (1-methylethyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.460 13.87 ng/ul 502849 1,4-Dichlorobenzene-d4 7.966
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 93
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 93
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 76
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 76
Abundance Scan 531 (6.460 min): BM033158.D\data.ms (-522) (-) m/z 105.10 100.00%
105.1
5000
59.1 R e
H ‘ . 6.20 6.40 6.60 6.80
bbb By Wl 2804 17 170.10  25.11%
m/z--> 50 100 150 200 250
Abundance #10712: Benzene, (1-methylethyl)-
105.0
5000 L B I B B B B IR
6.20 6.40 6.60 6.80
51.0 ‘ ‘ m/z 59.10 21.92%
O 1\5-\ T ‘\‘ “‘ “ H‘\ \‘ “‘ T \‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10713: Benzene, (1-methylethyl)-
105.0

6.20 6.40 6.60 6.80
5000 m/z 77.05 17.71%

e

51.0
L S Y S —
Miz--> 50 100 150 200
Abundance #10706: Benzene, (1-methylethyl)- “H“‘H“‘H,“H“‘H
105.0 6.20 6.40 6.60 6.80
m/z 79.10 15.83%
5000 A
51.0
o220 ;‘umM e /\‘““,N’T"J‘
m/z--> 50 100 150 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.948 9.98 ng/ul 362027 1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 95
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 86
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 78
Abundance Scan 614 (6.948 min): BM033158.D\data.ms (-608) (-) m/z 91.05 100.00%
91.0
5000
651 120.1 A
39.0 i 1081 6.60 6.80 7.00 7.20
O v v ok eeptb et et e m/z 120.10 20.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10700: Benzene, propyl-
91.0
5000 L LA L L L A BN R
6.60 6.80 7.00 7.20
65.0 120.0 m/z 65.10 12.03%
o A0 4 080
0 H‘\H\‘H\‘\‘\H\“\H\M\HH‘H\‘H\‘\“\H\“\H\‘H‘H‘HH“HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10702: Benzene, propyl-
91.0
6.60 6.80 7.00 7.20
5000 m/z 92.10 10.50%
120.0
65.0
mo MO | wso
Ot e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10701: Benzene, propyl- o
91.0 6.60 6.80 7.00 7.20
m/z 39.05 6.34%
5000
120.0
0 L 39‘-\0 ‘ 6\5‘.0 \‘ ‘ 10\5.0 L
T e e e e e e e AR et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 10 Benzene, 1-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.354 17.79 ng/ul 645197 1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 683 (7.354 min): BM033158.D\data.ms (-679) (-) m/z 105.05 100.00%
105.1
5000
R ARAREEES
390 77‘ .0 | 7.00 7.20 7.40 7.60
Ol 11828 2069 ;120,10 30.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

|

5000 I HC S H NS S M
7.00 7.20 7.40 7.60

m/z 91.05 13.80%

77.0
150 39.0 |

O\\\‘\\\\“\\‘\\‘\\\\H‘\\\\“\‘\\‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
e aaman
7.00 7.20 7.40 7.60
5000 ITI/Z 77 .05 13.73%
79.0
0
0 bbb e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.10 12.07%
5000
77.0
270 530 | | |
om‘m“_ww‘“m“HHWH‘HH‘HHWHWHWH M T T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

SFAM-EPA-BM111721.M Fri Nov 26 ©1:31:26 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 12 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.336 21.66 ng/ul 785512  1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 90
2 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 86
3 Indane 118 C9H1e 000496-11-7 81
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 76
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
Abundance Scan 850 (8.336 min): BM033158.D\data.ms (-842) (-) m/z 117.05 100.00%
117.1
5000
63.1 148.0 8.00 8.20 8.40 8.60
b el S 28LU g 118010 55.57%
miz--> 50 100 150 200 250
Abundance #10179: Indane
117.0
5000 I I R R R
8.00 8.20 8.40 8.60
m/z 115.05 32.82%
e
0 T T \ T ‘ \“ T T ‘\ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #26260: Benzeneethanol, .beta.-ethenyl-
117.0
8.00 8.20 8.40 8.60
5000 m/z 91.05 17.67%
oL 30 710 | 1480
e ——
m/z--> 50 100 150 200 250
Abundance #10181: Indane R e R la
117.0 8.00 8.20 8.40 8.60
m/z 63.10 10.18%
5000
210 %30 | |
o — —
m/z--> 50 100 150 200 250 8.00 8.20 8.40 8.60

SFAM-EPA-BM111721.M Fri Nov 26 ©1:31:26 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 13 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.066 8.11 ng/ul 293901 1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 32
2 Benzoic acid, 4-methyl-, 2-hydro... 270 C17H1803 1000160-37-2 27
3 Benzene, (3-iodo-1-methoxybutyl)- 290 C11H15I0 1000327-38-8 22
4 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 22
5 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 18

Abundance Scan 974 (9.066 min): BM033158.D\data.ms (-966) (-) m/z 43.00 100.00%

43.0
121.1
5000
77.0 A RARRERRRAEREEESEEES
‘ H ( 8.80 9.00 9.20 9.40
ob— “u bl ol u Al 2089 28Li 715110 64.25%
miz--> 50 100 150 200 250
Abundance  #18990: Benzenemethanol, .alpha.,.alpha.-dimethyl-
43.0
121.0
5000 L L L L L BN B
8.80 9.00 9.20 9.40
77.0 m/z 117.05 24.71%
01\4‘.\0“\‘ “\‘ M\”H\”‘h\ \‘ L L B S B B B B
miz--> 50 100 150 200 250
Abundance #161085: Benzoic acid, 4-methyl-, 2-hydroxy-2-phenylprc
43.0 121.0
e
8.80 9.00 9.20 9.40
5000 91.0 m/z 77.05 21.74%
oL “‘ }L ‘\“ ‘h‘ I ‘\‘\‘H\U “‘\1‘5\‘1-‘0‘ e S
m/z--> 50 100 150 200 250
Abundance #185641: Benzene, (3-iodo-1-methoxybutyl)- R SBRRRamaAT
121.0 8.80 9.00 9.20 9.40
m/z 119.05 21.55%
5000
77.0
0 410 | | | | 1610 248.0 N
— e e P AR
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40

SFAM-EPA-BM111721.M Fri Nov 26 ©1:31:27 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 Bicyclo[3.1.0]hexane, 1,5-d... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.213 4.78 ng/ul 173224  1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 78
2 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C10H18 061142-33-4 72
3 Cyclohexene, 3-(bromomethyl)- 174 C7H11Br 034825-93-9 72
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
5 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 64

Abundance Scan 999 (9.213 min): BM033158.D\data.ms (-994) (-) m/z 95.10 100.00%

5.1
5000
67.0
39.0 140.0 8.80 9.00 9.20 9.40 9.60
Oberrdiall bl 1400 1929 e 60 25.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6801: Bicyclo[3.1.0]hexane, 1,5-dimethyl-
95.0
67.0
5000 B DL L LR R
8.80 9.00 9.20 9.40 9.60
41.0 m/z 55.00 12.90%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19536: Cyclopentene, 1,4-dimethyl-5-(1-methylethyl)-
95.0
R EREEREEEEEEEREEE
8.80 9.00 9.20 9.40 9.60
5000 m/z 79.05 12.44%
67.0
280 123.0
o‘Hw“!H_HWHw“‘m“!_Hw‘m“wwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #49342: Cyclohexene, 3-(bromomethyl)- R Raaas AR
95.0 8.80 9.00 9.20 9.40 9.60
m/z 39.00 10.36%
5000
39.0 67 0
0 . \H \H \h “ ‘ 133 o 174 0
‘H“H“_‘ w‘H“H“_“W‘H“H“_“w“u‘u“ AR R R RSN
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

SFAM-EPA-BM111721.M Fri Nov 26 ©1:31:28 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21

Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 15 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.160 5.38 ng/ul 321694 Naphthalene-d8 10.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 83

5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12

Abundance Scan 1160 (10.160 min): BM033158.D\data.ms (-1151) (-

001587-04-8 83

m/z 117.10 100.00%

117.1
5000 /\
91.1 i M
51.0 10.00 10.50
bbbl b M MIA45:0 2070y 932,05 34.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000 ‘ j\ "
91.0 10.00 10.50
51.0 m/z 115.10 32.88%
270" ‘ ‘
0\\\‘\\\\‘\\‘U\““U\\h\‘\1\\‘”}\\\’\‘”!‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
e ey
10.00 10.50
5000 ITI/Z 91.10 19.01%
91.0
39.0 450 ‘ ”
o N N S VR Y ) —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16134: 1-Methyl-2-phenylcyclopropane T I
117.0 10.00 10.50
m/z 131.05 18.96%
5000
91.0
ol I
oHWHO“‘w‘uw“:H“MmluU,H‘m_m_m_m_m A ae - /
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

SFAM-EPA-BM111721.M Fri Nov 26 ©1:31:28 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.542 2.76 ng/ul 165254  Naphthalene-d8 10.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83

Abundance Scan 1225 (10.542 min): BM033158.D\data.ms (-1220) (- m/z 45.05 100.00%
.0

45
5000
75.0 ‘10\50‘ T
100.1 '
S uJl“u‘“““‘JMH"1“3‘2"?‘WW_H?‘Q‘?:‘? m/z 57.10  95.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — :
290 10.50
m/z 41.10 42.05%
87.0
I i oy 1820
0 H‘\”‘HH“‘\‘H H\\‘\‘\“\‘M\H\H\‘\\‘\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
453.0
— T \
10.50
5000 ITI/Z 75.00 18.57%
75.0
100.0
o199 L 10 1320 ses0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- g ‘
57.0 10.50
m/z 56.05 15.12%
5000
29.0
b
obverr bl L 320 se30 LS
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50

SFAM-EPA-BM111721.M Fri Nov 26 ©1:31:29 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 Phenol, 4-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.636 8.90 ng/ul 532420 Naphthalene-d8 10.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-chloro- 128 C6H5C10 000106-48-9 97
2 Phenol, 4-chloro- 128 C6H5C10 000106-48-9 97
3 Phenol, 4-chloro- 128 C6H5C10 000106-48-9 97
4 Phenol, 4-chloro- 128 C6H5C10 000106-48-9 96
5 Phenol, 4-chloro- 128 C6H5C10 000106-48-9 95

Abundance Scan 1241 (10.636 min): BM033158.D\data.ms (-1231) (-  m/z 128.00 100.00%

128.0
39.0
| 100.0 10.50 11.00
o} S W i1 w‘wmh‘lw“m_““‘1‘5"3"3””“2‘979 m/z 65.10 47.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13889: Phenol, 4-chloro-
128.0
5000 65.0
10.50 11.00
m/z 130.00 31.79%
39.0 1000
0‘4‘4;?““\““\‘\‘\““ ‘\\‘H\‘\\U\‘l“\\\\‘\“1\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13890: Phenol, 4-chloro-
128.0 M j\
A oA
10. 50 11. 00
5000 65.0 m/z 63.00 20.92%
39.0 100.0
NIE 7T P O N
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #13882: Phenol, 4-chloro- i I
128.0 10.50 11.00
m/z 64.00 18.94%
5000 65.0
39.0 100.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

SFAM-EPA-BM111721.M Fri Nov 26 ©1:31:29 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 18 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.954 3.16 ng/ul 316656  Phenanthrene-d10 17.324
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-4-tertbutylthiazole 156 C7H12N2S 074370-93-7 42
2 Thiazole, 5-ethyl-4-methyl-2-pro... 169 C9H15NS 041981-78-6 25
3 3,3-Diaziridinedicarboxylic acid... 174 C6H1ON204 054972-15-5 25
4 2,4-Difluorobenzoic acid, 2-dode... 326 C19H28F202 1000338-56-2 22
5 3,3,4-Trimethyl-1,3-dihydro-pyrr... 141 C7H11NS 1000185-55-1 20

Abundance Scan 2315 (16.954 min): BM033158.D\data.ms (-2311) (-  m/z 159.00 100.00%

41.0 159.0
5000
95.0
e
5.1 . 17.00
2071 267.0 o
o] m/z 41.05 94.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33418: 2-Amino-4-tertbutylthiazole
141.0
5000 T
17.00
m/z 141.00 83.33%
45.0 99.0
O]\-ﬁ.‘o\‘\‘\\“L‘\‘HH\H"‘\‘\M\\i‘hi\\\“‘\\\”\‘H\\‘h\\\‘\“\H\’\H\’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #44920: Thiazole, 5-ethyl-4-methyl-2-propyl-
141.0
—
17.00
5000 ITI/Z 55.05 75.73%
450 850
RSO A O
SRR AW 110 0 TS S Yl i —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #49259: 3,3-Diaziridinedicarboxylic acid, 1-methyl-, dimet P
55.0 17.00
m/z 43.05 66.99%
5000 870 1p70 1200 WMAMMM
o u“u‘,J:H‘}‘Hu\":‘wm‘“;‘H‘,‘H‘,wwwwww e
m/z--> 20 40 60 80 100120140160180200220240260280 17.00

SFAM-EPA-BM111721.M Fri Nov 26 ©1:31:30 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 19 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.206 3.82 ng/ul 382480 Phenanthrene-d10 17.324
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2528 (18.206 min): BM033158.D\data.ms (-2523) - m/z 73.10 100.00%
1

73
5000
129.1
213.2 — —
‘ 1711 ‘ 256.3 18.00 18.50
- bbbl b L L 385 s 43,05 88.79%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T L
18.00 18.50
‘ 171.0 213.0 256.0 m/z 60.05 84.53%
O' ‘\“h“‘ M‘\h} \““\ \‘ \‘\ “ \‘1‘\ T “\ LI ’ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
e =
129.0 256.0 18.00 18.50
5000 ITI/Z 41.10 73.25%
213.0
29,0 171.0
ok ‘\L H‘u‘u L ‘;‘\\‘\“‘M} \\L‘ ‘\‘ “‘ \H“‘ ‘\“‘ : “‘ S
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid T ——
3
43.0 256.0 18.00 18.50
m/z 55.10 68.62%
5000
129.0
3.0 213.0
‘ 171.0 ‘
ok “ w““‘ww‘“Hm“m‘m“””,””_ e e
m/z--> 50 100 150 200 250 300 350 18.00 18.50

SFAM-EPA-BM111721.M Fri Nov 26 ©1:31:30 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 20 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.471 2.62 ng/ul 213136  Chrysene-di12 21.477
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 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2743 (19.471 min): BM033158.D\data.ms (-2740) (- m/z 43.10 100.00%

5000 129.0
185.1 T
241.2 19.50
-] m/z 73.65 93.32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 R
185.0 19.50
}‘ m/z 60.05 80.68%
O \‘\“ ““\ J“\“l"“‘r‘““f“lww‘y‘\ \‘l\ T “ \‘\‘\\ T “\ T \‘\ T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179091: Octadecanoic acid
43.0
1
19.50
5000 129.0 m/z 57.10  75.08%
} 185.0 284.0
AT S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179089: Octadecanoic acid T
73.0 19.50
m/z 55.10 72.99%
5000 129.0 MMNﬁWWWM%JkMM%NNWAWW
} ‘ 185.0  284.0
b bbby T -
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50

SFAM-EPA-BM111721.M Fri Nov 26 ©1:31:31 2021 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample : M4677-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
21.183 2.24 ng/ul 181913  Chrysene-di12 21.477
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene 406 C29H58 018835-35-3 87
2 Pentacos-1-ene 350 C25H50 016980-85-1 87
3 1-Hexacosene 364 C26H52 018835-33-1 87
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 1-Hexacosanol 382 C26H540 000506-52-5 87

Abundance Scan 3034 (21.183 min): BM033158.D\data.ms (-3031) (- m/z 57.10 100.00%

57.1
5000
ﬁfﬂ o 2
193.0 281.1 : X
0 H‘p“WWWWMWWWWM‘W‘MM‘H§E§%‘f§9?H‘W‘EQ% m/z 43.05 95.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
5000 T —
21.00 21.50
125.0 m/z 55.10 91.28%
O\“\“‘\ \‘\”‘\\“\‘\\“]\-\8\2\‘0\\\\‘\\\\‘\\\\‘\\\4.\()‘6\\(\)\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
— —
21.00 21.50
5000 ITI/Z 83.10 78.37%
1P5.0
350.0
o LU ass0 2600 P00
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T ——
57.0 21.00 21.50
m/z 97.10 71.62%
5000
125.0
OH\‘AF&-O‘”ZO%“-O —_— —_—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111721\
Data File : BM@33158.D

Acqg On : 18 Nov 2021 17:21
Operator : CG/JU

Sample 1 M4677-15

Misc

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM111721.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|
Cyclohexene, 1-... 4.201 2.9 ng/ul 106485 1 7.966 725151 20.0
Succinic acid, 5.201 3.2 ng/ul 116842 1 7.966 725151 20.0
3-Chlorothiophene 5.472 17.7 ng/ul 640664 1 7.966 725151 20.0
Benzene, 1,3-di... 5.637 11.9 ng/ul 432223 1 7.966 725151 20.0
Benzene, (1-met... 6.460 13.9 ng/ul 502849 1 7.966 725151 20.0
Benzene, propyl- 6.948 10.0 ng/ul 362027 1 7.966 725151 20.0
Benzene, 1-ethy... 7.354 17.8 ng/ul 645197 1 7.966 725151 20.0
Indane 8.336 21.7 ng/ul 785512 1 7.966 725151 20.0
unknown-01 9.066 8.1 ng/ul 293901 1 7.966 725151 20.0
Bicyclo[3.1.0]h... 9.213 4.8 ng/ul 173224 1 7.966 725151 20.0
Benzene, 2-ethe... 10.160 5.4 ng/ul 321694 2 10.766 1196310 20.0
Ethanol, 2-(2-b... 10.542 2.8 ng/ul 165254 2 10.766 1196310 20.0
Phenol, 4-chloro- 10.636 8.9 ng/ul 532420 2 10.766 1196310 20.0
unknown-02 16.954 3.2 ng/ul 316656 4 17.324 2003290 20.0
n-Hexadecanoic ... 18.206 3.8 ng/ul 382480 4 17.324 2003290 20.0
Octadecanoic acid 19.471 2.6 ng/ul 213136 5 21.477 1624300 20.0
(DEL) Alkane: S... 21.183 2.2 ng/ul 181913 5 21.477 1624300 20.0
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