LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc :

ALS Vvial : 55 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-BM@13122.M
Title : SVOA CALIBRATION

Signal : TIC: BM@33984.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.284 5 8 21 rVB2 36534 58487 ©0.20% 0.979%
2 3.596 55 61 64 rBvV2 29775 45279 0.16% 0.061%
3 3.649 64 70 79 rVW 4636630 5556000 19.10% 7.545%
4 3.719 79 82 96 rVB 140811 208004 ©0.71% 0.282%
5 3.872 104 108 115 rVB 62584 79881 0.27% 0.108%
6 3.990 115 128 132 rVW 123464 330995 1.14% 0.450%
7 4.054 134 139 149 rVB 106568 149103 0.51% 0.202%
8 5.001 294 300 313 rBV 246192 340175 1.17% 0.462%
9 5.407 362 369 378 rVB 609006 865811 2.98% 1.176%
106 5.543 385 392 403 rBV 2586249 4392463 15.10% 5.965%
11 5.748 423 427 433 rBV 35923 47320 0.16% 0.064%
12 5.919 450 456 463 rBV 913969 1348155 4.63% 1.831%
13 5.984 463 467 474 rVB 278424 397012 1.36% 0.539%
14 6.913 617 625 631 rBV5 13116 31248 0.11% 0.042%
15 7.078 646 653 662 rVW 561888 932553  3.21% 1.266%
16 7.248 675 682 689 rVW 420431 652211 2.24% ©0.886%
17 7.448 709 716 725 rBV 559920 893375 3.07% 1.213%
18 7.572 730 737 743 rVB2 30385 71093 0.24% 0.097%
19 7.919 790 796 804 rBV 465720 754178 2.59% 1.024%
20 8.483 885 892 896 rBV2 21664 36520 0.13% 0.050%
21 8.631 909 917 926 rBV 682640 1092049 3.75% 1.483%
22 8.748 932 937 943 rVB 21738 36431 0.13% 0.049%
23 9.083 988 994 1002 rVB 532974 841916 2.89% 1.143%
24  9.530 1065 1070 1078 rBV 27856 45086 0.15% 0.061%
25 9.813 1104 1118 1124 rBV 438217 732698 2.52% 0.995%
26 10.354 1202 1210 1222 rBV 686036 1171776 4.03% 1.591%
27 10.513 1232 1237 1245 rBV 58388 92926 0.32% 0.126%
28 10.736 1266 1275 1281 rBV 631220 1089149 3.74% 1.479%
29 10.866 1290 1297 1311 rBV 500674 879138 3.02% 1.194%
30 13.395 1720 1727 1734 rBV4 36824 72673 0.25% 0.099%
31 13.971 1819 1825 1830 rBV 1001446 1432231 4.92%  1.945%
32 14.071 1835 1842 1844 rVV3 18858 40744 0.14% 0.055%
33 14.107 1844 1848 1856 rVB3 19939 35180 0.12% 0.048%
34 14.254 1867 1873 1886 rVB 1176719 1744611 6.00% 2.369%
35 14.560 1914 1925 1936 rVB 907116 1356171 4.66% 1.842%

36 14.748 1948 1957 1972 rBV 297800 563968 1.94% 0.766%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc :

ALS Vvial : 55 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-BM@13122.M
Title : SVOA CALIBRATION
37 15.548 2087 2093 2103 rBV 1470917 2056877 7.07% 2.793%
38 15.659 2106 2112 2120 rBV 419882 570051 1.96% 0.774%
39 17.295 2384 2390 2399 rBV 986650 1399937 4.81% 1.901%
40 17.395 2400 2407 2419 rVB 1449169 2045416 7.03% 2.778%
41 18.189 2538 2542 2550 rBV 66861 111015 ©0.38% 0.151%
42 18.506 2591 2596 2602 rBV 73435 100216 0.34% 0.136%
43 19.465 2754 2759 2764 rBV6 26395 45520 0.16% 0.062%
44 19.677 2789 2795 2800 rBV 1622795 2219511 7.63% 3.014%
45 19.718 2800 2802 2809 rVB 93874 134426 ©0.46% 0.183%
46 21.077 3030 3033 3037 rBV2 49304 68607 ©0.24% 0.093%
47 21.171 3045 3049 3058 rVB2 188942 277163 ©.95% 0.376%
48 21.459 3093 3098 3103 rBV 1145447 1479396 5.08% 2.009%
49 21.506 3103 3106 3112 rVB 212889 272014 0.93% 0.369%
50 22.153 3212 3216 3222 rVB2 359661 469042 1.61% 0.637%

51 23.306 3408 3412 3416 rBV 160451 248242 0.85% ©.337%
52 23.394 3416 3427 3436 rVB 14831705 29094979 100.00% 39.513%
53 23.694 3471 3478 3484 rBV2 1116844 2187092 7.52% 2.970%
54 23.847 3498 3504 3516 rVB2 761251 1517843 5.22% 2.061%
55 24.630 3632 3637 3644 rVB 223386 478367 1.64% ©.650%

56 24.847 3670 3674 3684 rVB 215253 442284  1.52% 0.601%

Sum of corrected areas: 73634608
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM033984.D\data.ms

1.4e+07
1.2e+07
le+07
8000000

6000000
3.649
4000000
5.543

2000000
5.919
5.40 7,078 7504 8.631 g. 10.35410153%6
28/3.606.899954 5.001 > 5 744984 601 RABE 7010 o 1haYug® 088 9530818 Viparg0iee
T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ =T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T

Time--> 350 400 450 500 550 6.00 6.50 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM033984.D\data.ms

o

1.4e+07
1.2e+07
1le+07
8000000
6000000

4000000

2000000 19.677
13.924-25f 560 15.548 171.}%?{35

o 13.395  whamy L4748 1%-5’59 18.1898.506 19.489/718
AR X I 1 G NS | G|V | e— SR (SRR

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM033984.D\data.ms
23.894

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000 21.459 23 §47
2211721506 22.153 23.306 A 24.630847

0\ T ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Methyl Isobutyl Ketone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.648 147.34 ng/ul 5556000 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 91
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 87
3 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 86
4 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 83
5 2-Hexanone 100 C6H120 000591-78-6 72
Abundance  Scan 70 (3.648 min): BM033984.D\data.ms (-64) (-) m/z 43.10 100.00%
3.1
5000
85.0
‘ ‘ 3.40 3.60 3.80 4.00
(

ol bk L, 11‘19-9 2200 2808 m/7 5810 40.11%

miz-> 50 100 150 200 250

Abundance #4357: Methyl Isobutyl Ketone

43.0
5000 LIS LN LANLANL AL I B
3.40 3.60 3.80 4.00
85.0 m/z 57.05 28.51%
\“\ H\ ‘\L ‘ ‘\ T \‘\ 1 T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #4355: Methyl Isobutyl Ketone
43.0
Ema EmEE B
3.40 3.60 3.80 4.00
5000 m/z 41.10 26.89%
‘ 85.0
ol g 1L
miz--> 50 100 150 200 250
Abundance #4356: Methyl Isobutyl Ketone e RABERREEEE
43.0 3.40 3.60 3.80 4.00
m/z 85.05 20.20%
5000
100.0
m/z--> 50 100 150 200 250 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 2-Pentanol, 4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.872 2.12 ng/ul 79881 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 78
3 2-Hexanol 102 C6H140 000626-93-7 72
4 2-Hexanol 102 C6H140 000626-93-7 72
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 72
Abundance Scan 108 (3.872 min): BM033984.D\data.ms (-104) (-) m/z 45.05 100.00%
45.0
5000
H ‘87_1 2070 3.60 3.80 4.00 4.20
(
el L 18380 S9RE 2804 sz 43.05  24.48%
miz-> 50 100 150 200 250
Abundance #5003: 2-Pentanol, 4-methyl-
45.0
5000
3.60 3.80 4.00 4.20
‘ m/z 41.05 21.75%
T T M\‘ ‘\‘H ‘ ‘H\ T 8\3;0‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #5015: 2-Pentanol, 4-methyl-
45.0
o RRREE R
3.60 3.80 4.00 4.20
5000 m/z 69.10 20.19%
87.0
miz--> 50 100 150 200 250
Abundance #4963: 2-Hexanol Frepe el e
45.0 3.60 3.80 4.00 4.20
m/z 39.00 9.38%
5000
84.0
1‘4-9\‘\9\;‘““\”“ ‘ N S | R
m/z--> 50 100 150 200 250 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Butanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.990 8.78 ng/ul 330995 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 83
2 Butanoic acid 88 (C4H802 000107-92-6 80
3 Butanoic acid 88 (C4H802 000107-92-6 72
4 Butanoic acid 88 (C4H802 000107-92-6 64
5 Hexanoic acid 116 C6H1202 000142-62-1 40
Abundance Scan 128 (3.990 min): BM033984.D\data.ms (-115) (-) m/z 60.05 100.00%
60.0
5000 A
e R R
‘HH 070 3.60 3.80 4.00 4.20 4.40
Gl Jero 1470 2070 2810 . 7319 35.28%
miz-> 50 100 150 200 250
Abundance #2274: Butanoic acid
6Q.0
5000 [TTT T[T I T[T T prrrryrT
3.60 3.80 4.00 4.20 4.40
27.0 m/z 42.05 25.29%
T T ‘H\ ‘\H“ ‘ 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 #2273: Butanoic acid
60.0
VA U W
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 24.23%
27.0
miz--> 50 100 150 200 250
Abundance #2275: Butanoic acid RARRE e
60.0 3.60 3.80 4.00 4.20 4.40
m/z 45.05 20.02%
5000
27.0
ad
m/z--> 50 100 150 200 250 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Toluene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.054 3.95 ng/ul 149103 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 93
2 Toluene 92 C7H8 000108-88-3 93
3 Toluene 92 C7H8 000108-88-3 91
4 Toluene 92 C7H8 000108-88-3 90
5 Toluene 92 C7H8 000108-88-3 87
Abundance Scan 139 (4.054 min): BM033984.D\data.ms (-134) (-) m/z 91.05 100.00%
91.0
5000
o ARAEESEEREE SR
39.0 65.1 3.80 4.00 4.20 4.40
‘H_Hu‘_w”;‘m‘;‘”wm_‘“_1‘375"1‘”www?“??:q m/z 92.10  59.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2759: Toluene
91.0
5000 L L I L LI L B
3.80 4.00 4.20 4.40
m/z 65.10 13.08%
39.0 65‘-0
1 b
\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2758: Toluene
91.0
e EAmmmE R
3.80 4.00 4.20 4.40
5000 m/z 39.05 10.88%
390 650
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2753: Toluene RN EERAREEER S
91.0 3.80 4.00 4.20 4.40
m/z 63.00 9.03%
5000
39.0 65.0
SO W WSS S B g SN 1 SO
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_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.001 9.02 ng/ul 340175 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 300 (5.001 min): BM033984.D\data.ms (-294) (-) m/z 43.05 100.00%
3.0
5000
101.1 R RAR RN
| ‘ 4.60 4.80 5.00 5.20 5.40
Ol firedl820 b 1909 2211 /7 5910 63.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L AL B
4.60 4.80 5.00 5.20 5.40
m/z 101.10 22.27%
‘ 101.0
\\\\‘\“\H\\"H}\\h\‘\\-\\“\\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
Ramas e RARE
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.21%
101.0
b 30,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl- R REam AR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.54%
5000
15‘.0 ‘ 101.0
T \‘
e e R AAREERRARES S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Ethylbenzene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.407 22.96 ng/ul 865811 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 95
2 Ethylbenzene 106 C8H10 000100-41-4 94
3 Ethylbenzene 106 C8H10 000100-41-4 91
4 Ethylbenzene 106 C8H10 000100-41-4 90
5 Ethylbenzene 106 C8H10 000100-41-4 90
Abundance Scan 369 (5.407 min): BM033984.D\data.ms (-362) (-) m/z 91.10 100.00%
91.1
5000 j\
“H‘_‘H“H‘_‘H“
51.0 - 1071 5.00 5.20 5.40 5.60 5.80
O e [ TAR ) AT 1828 1) 106.10  30.16%
m/z--> 0 20 40 60 80 100 120
Abundance #5731: Ethylbenzene
91.0
5000 I L R B R

5.00 5.20 5.40 5.60 5.80
m/z 51.05 11.74%

51.0
2710 | 1749 | 197.0
\‘\\\\‘\‘\\\‘\\}\‘\\\\‘\\\\“\‘\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #5732: Ethylbenzene
91.0

5.00 5.20 5.40 5.60 5.80
5000 m/z 65.10 10.14%

51.0
27.0
e Nl N TR O N
m/z--> 0 20 40 60 80 100 120
Abundance #5733: Ethylbenzen

‘HHWHWHWHW
91. 5.00 5.20 5.40 5.60 5.80

m/z 77.10 8.68%

5000
51.0 J
27.0
1© 1 | o | 1070

m/z--> 0 20 40 60 80 100 120 5.00 5.20 5.40 5.60 5.80

o ®
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.543 116.48 ng/ul 4392460 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
Abundance Scan 392 (5.543 min): BM033984.D\data.ms (-385) (-) m/z 91.05 100.00%
91.0
5000 J\
H“H“H‘w“u,‘u‘_
51.0 ‘ 5.20 5.40 5.60 5.80
b 2070 o 16610 44.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 L L L L L L LA BRI O

5.20 5.40 5.60 5.80
m/z 105.10  20.80%

390 650 ‘
\\\‘\‘\\\“\\‘h‘\“‘\‘\\\“‘\\1\““\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5724 p-Xylene
91.0
R RN ARA S
520540560580
270 L0
m_H‘_J‘:um“”_meu_ww_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5719: o-Xylene ‘W““‘H““H‘,“‘W‘
91.0 5.20 5.40 5.60 5.80

m/z 51.05 10.06%

5000
51. 0
270 | ‘H \‘

m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©7:57:13 2022 Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 p-Xylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.919 35.75 ng/ul 1348160 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 o-Xylene 106 C8H1e0 000095-47-6 97
3 p-Xylene 106 C8H1e 000106-42-3 97
4 o-Xylene 106 C8H1e 000095-47-6 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
Abundance Scan 456 (5.919 min): BM033984.D\data.ms (-450) (-) m/z 91.10 100.00%
91.1
5000 j\
Mwwwm,w
51.1 ‘ 5.60 5.80 6.00 6.20
b b 1980 iag 10 42.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5725: p-Xylene
91.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\‘
5.60 5.80 6.00 6.20
51.0 m/z 105.05 18.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5719: o-Xylene
91.0
R EAAEEELEEE SR
5.60 5.80 6.00 6.20
5000 m/z 77.10 12.13%
LTI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5724: p-Xylene \—“_““H““‘H,““
91.0 5.60 5.80 6.00 6.20
m/z 51.10 10.44%
5000
279 51\0 L
Iyl

m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20

SFAM-EPA-BM@13122.M Fri Feb 04 ©7:57:14 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Ethanol, 2-butoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.984 10.53 ng/ul 397012 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 59
Abundance Scan 467 (5.984 min): BM033984.D\data.ms (-463) (-) m/z 57.10 100.00%
57.1
5000
87.0 DAL B e e e
‘ ' 5.60 5.80 6.00 6.20 6.40
b o aa8r 191l 2810 nsz 45,05 40.18%
miz--> 50 100 150 200 250
Abundance #10025: Ethanol, 2-butoxy-
57.0
5000 [T T T T T T T T
5.60 5.80 6.00 6.20 6.40
87.0 m/z 41.05 37.49%
27,0
T ‘\ “M\ \“ T ‘\ i1\18\.(\) T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
EEEERRREEE SRR
5.60 5.80 6.00 6.20 6.40
5000 m/z 87.05 18.54%
27.0 | 87.0
I M 111 T
e el — — —
miz--> 50 100 150 200 250
Abundance #10027: Ethanol, 2-butoxy- R R AAREE
57.0 5.60 5.80 6.00 6.20 6.40
m/z 56.05 9.14%
5000
270 87.0
m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integratio

: C:\Database\NIST20.L
n Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.M
: SVOA CALIBRATION

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

(DEL) Alkane: Straight-Chai...

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.171 3.75 ng/ul 277163  Chrysene-di12 21.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Tetracosene 336 C24H48 010192-32-2 95
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 3049 (21.171 min): BM033984.D\data.ms (-3045) (- m/z 57.10 100.00%
1.1

5000 1111

—

2100 2150
1790 257.1
o w““‘w}l b S20S 3551 4150 4761 ) ss.e5  99.67%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173731: 3-Eicosene, (E)-

%

5000
21.00 21.50

m/z 83.10 91.28%

111.0

\‘\ | ‘\ || 167.0 224,0 280.0

T ‘\‘\! ISR AN R RN R

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

Abundance #215083: 1-Heneicosano
55.0

.

21.00 21.50
5000 111.0 m/z 43.10 90.95%

\h\ I ‘\ ‘\ 1\16.7 0 266.0

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

%

Abundance #244231: 1-Tetracosene
43.0 970 21.00 21.50
m/z 69.10 76.21%
h JL
TP LY
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50

SFAM-EPA-BM@13122.M Fri Feb 04 ©7:57:16 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.153 6.34 ng/ul 469042  Chrysene-d12 21.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexylimine, N-(2-biphenyl)-... 325 C24H23N 1000161-05-7 45
2 6-Hydroxy-3'-methoxyflavone, tri... 340 C19H2004Si 1000448-97-9 42
3 3,4-Dihydro-2,5,7,8-trimethyl-2-... 340 C21H2404 1000432-38-4 35
4 3-(3',4'-Dimethoxyphenyl)-6-etho... 340 C20H2005 720674-30-6 25
5 3-(4-Hydroxy-3,5-dimethoxybenzyl... 325 C19H19NO4 1000504-86-5 18

Abundance Scan 3216 (22.153 min): BM033984.D\data.ms (-3212) (- m/z 325.15 100.00%
325.1

91.0
205.1

5000

a

T
HI H 416.1475.1 549. 2290 22:59
M""}‘c"‘t"m‘t",H T s M/Z 340,15 88.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #230699: Cyclohexylimine, N-(2-biphenyl)-2-phenyl-
325.0

5000 195.0 22100 2250
m/z 91.05 75.78%

91.0 ‘ ‘

30.0 llhm HMH Ly \‘I

‘\H\’\\H[\!H[lIH‘WHW‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248353: 6-Hydroxy-3'-methoxyflavone, trimethylsilyl ethe

E

Abundance #248823: 3,4-Dihydro-2,5,7,8-trimethyl-2-benzyloxycarbo
205.0 340.0 22.00 22.50

m/z 205.05 64.33%

325.0
22.00 22.50
5000 m/z 107.05 75.32%
73.0
‘ 162.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
S s

5000 91.0

i
[

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 1,3-Dioctanoin Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.306 3.27 ng/ul 248242  Perylene-di2 23.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioctanoin 344 C19H3605 001429-66-9 59
2 Caprylic anhydride 270 C16H3003 000623-66-5 58
3 Octanethioic acid, S-hexyl ester 244 C14H280S 055590-85-7 58
4 L-Valine, N-dimethylaminomethyle... 200 C10H20N202 1000375-63-8 53
5 3-Fluoro-5-methoxypyridine 127 C6H6FNO 1060801-62-8 53

Abundance Scan 3412 (23.306 min): BM033984.D\data.ms (-3408) (-  m/z 127.10 100.00%

127.1
57.1
5000
201.2 327.3
H \ 2552 \ 4151 475, 23. 00 23 50
0 ‘wwu'ﬂ‘_m‘HumpwH‘m‘_m_m_m_m m/z 57.18  65.61%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #253326: 1,3-Dioctanoin
127.0
5000
57.0 23. 00 23 50
187.0 m/z 43.10 %
\\\‘“\\\\‘\J‘\\\\\\“\\\“\““\\2\4\?‘.(\)\\\3‘1\3\.\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160981: Caprylic anhydride
127.0
23. 00 23 50
5000/ 970 m/z 55.10 4%
kot 240
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #128356: Octanethioic acid, S-hexyl ester
57.0 127.0 23. 00 23 50
m/z 327.30 14.42%
5000
U hsao 2440

m/z--> 50 100 150 200 250 300 350 400 450 23. 00 23 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Oxirane, 2,2'-[(1-methyleth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.394 383.37 ng/ul 29095000  Perylene-di12 23.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,2'-[(1-methylethylide... 340 C21H2404 001675-54-3 89
2 Norcannabinol-9-carboxylic acid,... 340 C21H2404 053989-32-5 80
3 Methyl 4,6-dihydroxy-2,3-dimethy... 340 C16H2804Si2 1000502-58-9 72
4 Oxirane, 2,2'-[(1-methylethylide... 340 C21H2404 001675-54-3 70
5 3(2H)-Benzofuranone, 2-(hydroxyp... 340 C19H2004Si 1000503-53-4 56

Abundance Scan 3427 (23.394 min): BM033984.D\data.ms (-3416) (- m/z 325.15 100.00%

326.1
5000
— L
571 1191  213.1269.1 23.00 23.50
O bty L LML 41514751 0 306 50 22.92%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248824: Oxirane, 2,2'-[(1-methylethylidene)bis(4,1-phen
325.0

-

5000 — =

23.00 23.50

29.0 m/z 340.15 12.39%
h ‘ 11?-0 213.0 26?.0
W o bl b b e

L " Lol
T ‘ T ‘ T ‘ L ‘ TTTT ‘ TrTT ‘ L ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248714: Norcannabinol-9-carboxylic acid, 11-
325.0

—

T ‘
23.00 23.50
5000 m/z 57.10 9.08%

268.0
43.0 152.0 \ ‘

| T I I
L L L I L B B

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

Abundance #247893: Methyl 4,6-dihydroxy-2,3-dimethylbenzoate, 2T — —
325.0 23.00 23.50

m/z 269.10 8.81%

S

5000

73.0

T 133Q 1930 |2|6l50\ ‘\ |
L B B L L L L B By B T

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 2-(Decanoyloxy)propane-1,3-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.630 6.30 ng/ul 478367  Perylene-di12 23.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Decanoyloxy)propane-1,3-diyl ... 498 C29H5406 033368-87-5 91
2 Glycerol tricaprylate 470 C27H5006 000538-23-8 59
3 1,3-Dioctanoin 344 C19H3605 001429-66-9 53
4 1,2-Dioctanoyl-sn-glycerol, 0O-ac... 386 C21H3806 1000452-09-1 53
5 5-Bromo-4'-chlorosalicylanilide 325 C13H9BrCINO2 003679-64-9 52

Abundance Scan 3637 (24.630 min): BM033984.D\data.ms (-3632) (-  m/z 127.15 100.00%

12y7.2
57.1
5000
= —
‘H 20\1'22552 327. 24.50 25.00
ol bbb gy mm_“H,Jw,“‘r?‘("?”?oﬁ‘ m/z 57.10  64.10%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #337712: 2-(Decanoyloxy)propane-1,3-diyl dioctanoate
12y7.0
57.0
5000 - T
24.50 25.00
201.0 355.0 m/z 155.15 33.92%
TT \‘"“‘\ ‘u \ﬂi\”\‘ \ \ T ‘ \ \ T \“‘ T \u\ \P‘\\ 1\ \l\ ‘ \“\J\ \\ ’J\ TTT ’4.\2\5\ 9’4\\89\?\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #331809: Glycerol tricaprylate
127.0
57.0 L T
24.50 25.00
5000 ITI/Z 43.10 22.84%
327.0
201.0
S OUUTN Moo L O S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #253326: 1,3-Dioctanoin 7 —
127.0 24.50 25.00
m/z 55.10 20.30%
5000 57.0
187.0
b 20 sm0 U e
m/z--> 50 100 150 200 250 300 350 400 450 500 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.847  5.83 ng/ul 442284 Perylene-dl2 23.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 5-0x0-6-(4-phenoxyphenyl)... 361 C22HINO4  1666482-62-4 49

2 Maprotiline, N-chlorodifluoroace... 389 C22H22C1F2NO 1000448-25-9 42
3 3-Amino-N-(2,2,2-trifluoroethyl)... 362 C15H25F3N20Si2 1000501-27-9 38
4 Thiazolo[3,2-b]1,2,4-triazole, 2... 361 C16H10OF3N5S 266679-25-8 38

5 Benzo[b,f]-1,2,4-triazolo[4,3-d]... 361 C22H11N50 1000277-12-1 38

Abundance Scan 3674 (24.847 min): BM033984.D\data.ms (-3670) (- m/z 361.20 100.00%

361.2
5000

2131
57.1 119.1 ‘ 269.1
L

" | 2450 25.00
bbbl A lod L L4148 4760 ) 363 50 35.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #270743: Methyl 5-0x0-6-(4-phenoxyphenyl)-1,2,3,5-tetra
361.0
5000
24 50 25 00
77.0 m/z 362.20 24.10%
180.0
\2\7\\0‘}\\\\‘]\-‘\\‘\"“\m\J\‘\”’\\\\‘2\7\4\10’\\}\‘ \\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #294738: Maprotiline, N-chlorodifluoroacetyl-
361.0
191.0 24.50 25.00
5000 m/z 213.10 21.64%

85.0
280 901380 ||| jpas0300 |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #271122: 3-Amino-N-(2,2,2-trifluoroethyl) i

benzamide, 2TN
361.0 24 50 25 00

m/z 57.10  14.26%

5000
73.0
175.0
27
15.0 , || 1231 / H‘ ul \I3O

R o e B AR

m/z--> 0 50 100 150 200 250 300 350 400 450 24 50 25 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33984.D

Acqg On : 02 Feb 2022 21:24
Operator : CG/JU

Sample : N1355-10

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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|
Methyl Isobutyl... 3.648 147.3 ng/ul 5556000 1 7.925 754178 20.0
2-Pentanol, 4-m... 3.872 2.1 ng/ul 79881 1 7.925 754178 20.0
Butanoic acid 3.990 8.8 ng/ul 330995 1 7.925 754178 20.0
Toluene 4.054 4.0 ng/ul 149103 1 7.925 754178 20.0
2-Pentanone, 4-... 5.001 9.0 ng/ul 340175 1 7.925 754178 20.0
Ethylbenzene 5.407 23.0 ng/ul 865811 1 7.925 754178 20.0
Benzene, 1,3-di... 5.543 116.5 ng/ul 4392460 1 7.925 754178 20.0
p-Xylene 5.919 35.8 ng/ul 1348160 1 7.925 754178 20.0
Ethanol, 2-butoxy- 5.984 10.5 ng/ul 397012 1 7.925 754178 20.0
(DEL) Alkane: S... 21.171 3.8 ng/ul 277163 5 21.459 1479400 20.0
unknown-01 22.153 6.3 ng/ul 469042 5 21.459 1479400 20.0
1,3-Dioctanoin 23.306 3.3 ng/ul 248242 6 23.847 1517840 20.0
Oxirane, 2,2'-[... 23.394 383.4 ng/ul 29095000 6 23.847 1517840 20.0
2-(Decanoyloxy)... 24.630 6.3 ng/ul 478367 6 23.847 1517840 20.0
unknown-02 24.847 5.8 ng/ul 442284 6 23.847 1517840 20.0
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