LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 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_G\METHODS\SFAM-EPA-BG0O80421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49647.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.074 3 6 15 rVB3 64165 120373  3.72% 0.942%
2 3.156 15 20 31 rVB 52854 95509 2.95% 0.747%
3 3.426 62 66 73 rvBé6 6710 12699 0.39% 0.099%
4 3.849 134 138 155 rBV 78424 166049 5.13% 1.299%
5 7.192 699 707 720 rVB 146925 281122 8.68% 2.199%
6 7.362 730 736 747 rVB 93811 162617 5.02% 1.272%
7 7.568 765 771 783 rVB 141464 254544  7.86%  1.991%
8 8.044 845 852 857 rBv2 79541 140006 4.32% 1.095%
9 8.096 857 861 866 rVB3 9076 14513 0.45% 0.114%
10 8.749 964 972 980 rBV 181418 325670 10.06% 2.548%
11  9.213 1041 1051 1058 rBV 148195 268067 8.28% 2.097%
12 9.612 1116 1119 1125 rVB3 2686 4308 0.13% 0.034%
13 9.935 1166 1174 1188 rBvV2 130102 244847 7.56% 1.916%
14 10.153 1203 1211 1213 rBV4 4282 8606 0.27% 0.067%
15 10.481 1260 1267 1278 rBV 181871 333464 10.30% 2.609%
16 10.628 1284 1292 1304 rBV3 21575 46992 1.45% 0.368%
17 10.863 1324 1332 1340 rVB 111375 198659 6.14% 1.554%
18 10.998 1347 1355 1363 rBvV2 159439 301472 9.31%  2.359%
19 14.094 1875 1882 1888 rBV 331478 494517 15.27% 3.869%
20 14.388 1925 1932 1940 rBV 348193 551813 17.04% 4.317%

21 14.693 1976 1984 1991 rBV 178604 274396  8.47%
22 14.887 2011 2017 2032 rBV 135362 247754  7.65%
23 15.686 2146 2153 2159 rBV 443921 667046 20.60%

oOr kLN
N
=
o)
IS

24 15.804 2167 2173 2180 rBV2 162643 244381  7.55% 912%
25 15.927 2190 2194 2199 rVB4 5346 8248 0.25% 065%
26 17.443 2445 2452 2459 rBV 221949 333462 10.30% 2.609%
27 17.543 2462 2469 2476 rBV2 443129 704791 21.77% 5.514%
28 18.101 2559 2564 2568 rBV6 5753 9161 0.28% 0.072%
29 18.153 2568 2573 2577 rVB4 5787 7617 0.24% 0.060%
30 18.324 2598 2602 2609 rBV3 20880 33059 1.02% 0.259%
31 18.759 2670 2676 2684 rBV 126764 187968 5.81% 1.471%
32 19.240 2754 2758 2761 rBV4 3533 5021 0.16% ©0.039%
33 19.393 2780 2784 2787 rBV3 7022 8789 0.27% 0.069%
34 19.475 2791 2798 2801 rBV4 7377 14440 0.45% 0.113%
35 19.593 2813 2818 2822 rBV4 7960 11629 ©.36% 0.091%

36 19.834 2850 2859 2865 rBV 544685 793521 24.51% 6.208%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 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_G\METHODS\SFAM-EPA-BG080421.M
Title : SVOA CALIBRATION
37 20.345 2944 2946 2953 rVB5 5908 8374 0.26% 0.066%
38 20.580 2984 2986 2990 rVB4 7900 8396 0.26% 0.066%
39 20.803 3019 3024 3029 rBV 2603797 3238026 100.00% 25.333%
40 20.844 3030 3031 3035 rVB3 5696 4393 0.14% 0.034%
41 21.032 3060 3063 3064 rBV3 3062 3243 0.10% 0.025%
42 21.173 3084 3087 3089 rVB3 4142 4329 0.13% 0.034%
43 21.355 3113 3118 3124 rBV3 41986 75578 2.33% 0.591%
44 21.725 3175 3181 3188 rBV 213360 341931 10.56% 2.675%
45 21.907 3210 3212 3216 rVB3 5775 7600 0.23% 0.059%
46 22.530 3313 3318 3324 rBVS 16911 39130 1.21% 0.306%
47 23.211 3428 3434 3442 rVB7 10128 28911 0.89% 0.226%
48 23.335 3453 3455 3459 rBv4 2944 3446 0.11% 0.027%
49 23.429 3465 3471 3476 rBV9 6476 11272 0.35% 0.088%
50 23.646 3506 3508 3513 rVB5 2695 3392 0.10% 0.027%
51 23.904 3545 3552 3560 rVB5 40096 90856 2.81% 0.711%
52 24.051 3570 3577 3586 rVB5 17788 43386 1.34% 0.339%
53 24.134 3586 3591 3592 rBV5S 7425 12340 0.38% 0.097%
54 24.774 3687 3700 3713 rVB2 272796 762463 23.55% 5.965%
55 25.003 3728 3739 3752 rBV2 129006 373234 11.53% 2.920%
56 25.444 3807 3814 3821 rBV9 15819 42717 1.32% 0.334%
57 25.761 3861 3868 3872 rBVS 6369 12659 0.39% 0.099%
58 25.837 3878 3881 3883 rBv3 2627 3325 0.10% 0.026%
59 26.172 3931 3938 3943 rBV7 13267 33908 1.05% 0.265%
60 27.241 4118 4120 4124 rVV4 3249 6003 0.19% 0.047%
61 27.547 4169 4172 4174 rBV4 6238 6165 0.19% 0.048%
62 27.846 4219 4223 4226 rVB5 2983 4273 0.13% 0.033%
63 28.945 4409 4410 4417 rBVe 2373 3703 0.11% 0.029%
64 29.186 4449 4451 4452 rBvV2 3712 3262 0.10% 0.026%
65 29.221 4453 4457 4458 rVV4 3139 4991 0.15% 0.039%
66 30.026 4592 4594 4598 rVB6 3588 4117 0.13% 0.032%
67 30.684 4702 4706 4707 rBV4 4120 3903 0.12% 0.031%
68 30.701 4707 4709 4712 rVB3 3945 3984 0.12% 0.031%
69 30.736 4712 4715 4717 rBvV4 3603 4114 0.13% 0.032%
70 31.582 4857 4859 4862 rBV4 3474 3590 0.11% 0.028%
71 31.782 4889 4893 4894 rBV3 3049 3577 0.11% 0.028%
Sum of corrected areas: 12781721
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/JU
. M3162-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080521\
BGO49647.D
5 Aug 2021 13:12

: 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG049647.D\data.ms

1022, 8.749 10.48 8
D186 406 3849 ! %\%Eﬁ% &% | > /‘2\19"9 615 ?1%5153 é[gl Qt}%e

fiv
L By B L L B L B L B A A T T ‘ L T T LA L B L B B
350 4.00 450 500 550 6.00 650 7.00 750 800 850 09 00 9. 50 10.00 10.50 11. 00 11. 50 12.00 12.50

TIC: BG049647.D\data.ms

20.803

15.686 17.543 e
14.004.388 ' )

J\ 14, f% o7 15 804 17.443 16750 21.725

= O

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

Time-->

1B1H324 ) 1012W0E3|  20.2: 3355 ﬁ1.907 22.530

3.00 13.50 14.00 14. 50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.074 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.074 17.20 ng/ul 120373 1,4-Dichlorobenzene-d4 8.044

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclohexane 84 C6H12 000110-82-7 83
3 Cyclohexane 84 C6H12 000110-82-7 80
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 74
5 2-Amino-oxazole 84 C3H4N20 004570-45-0 72
Abundance Scan 6 (3.074 min): BG049647.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1 84.2
41.2
5000
69.2
R e R
‘ 3.103.203.303.40 3.50
Ol el e I nyz 8415 96.e9%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1647: Cyclohexane
84.0
56.0
5000 410 LA AL R N BN B
69.0 3.103.203.303.40 3.50
70 m/z 41.20  68.24%
0150 \‘\\‘\‘\i\\\\‘\‘\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0 84.0
R B e ma R R
3.103.203.303.403.50
5000 41.0 m/z 55.20 39.23%
69.0
27.0 H
) SR X0 R AN | RN N N N
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane R A ARRARAE L
56.0 3.103.203.303.40 3.50
410 84.0 m/z 69.15  34.12%
5000
27.0
69.0
15.0 ‘
X 1 N N S e VS
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.103.203.303.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.156 13.64 ng/ul 95509 1,4-Dichlorobenzene-d4 8.044

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38

4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 28

5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 25
Abundance  Scan 20 (3.156 min): BG049647.D\data.ms (-15) (-) m/z 73.15 100.00%
73.2
5000 431
87.2
I B e
45 3.20 3.40 3.60
Obrprrrre b 22 m/z 43.10 37.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B
3.20 3.40 3.60
43.0 9
87.0 m/z 87.15 30.52%
29.0
0 | o ||
O H’\H\‘\\H‘H!\‘I\H‘H\\‘\H\‘HH‘HH‘HH‘\H\‘\\H‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
320 3.40 3.60
5000 41.0 550 m/z 55.20 26.55%
27.0
0 I I ‘ 112.0 129.0
,““ R AR aan
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl- T
73.0 320 3.40 3.60
m/z 71.25 12.18%
5000 55.0
41.0 87.0
27.0
0 H,H“l“hm‘“!“u_mw‘HmwH_Hlp‘luqmuwwm 0 S
m/z--> 20 30 40 50 60 70 80 90 100110120 130 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1-Octyn-3-o0l, 4-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.096 2.07 ng/ul 14513 1,4-Dichlorobenzene-d4 8.044

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octyn-3-0l, 4-ethyl- 154 C10H180 005877-42-9 50
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 42
5 Hexane, 1-(hexyloxy)-4-methyl- 200 C13H280 074421-20-8 38
Abundance Scan 861 (8.096 min): BG049647.D\data.ms (-857) (-) m/z 57.15 100.00%
57.1
5000 411
83.3 M\\\\‘\\\\‘M\\M\l‘h\\n\\‘\\t‘\}\\
‘ ‘ ‘ H ‘ 7.80 8.00 8.20 8.40
Ob e Al e myz 41.15 47.75%
miz-> 20 40 60 80 100 120 140
Abundance #31024: 1-Octyn-3-ol, 4-ethyl-
57.0
41.0
5000 A\\n\‘\A\H‘n\u\n‘uu‘uu
7.80 8.00 8.20 8.40
m/z 55.15 40.06%
26| ‘ 83.0 98.0 /
(O T \“1‘\ \‘H‘\ \“‘\“ T T r‘\ r‘wh I \“[ T \1‘2\5\0\1\49\0\
miz-> 20 40 60 80 100 120 140
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
7.80 8.00 8.20 8.40
5000 m/z 43.15 40.02%
41,0
83.0
ol 1801 wH“N,HHH‘H?P‘l‘l‘%qw_‘
miz--> 20 40 60 80 100 120 140 | ﬂ | A A A
Abundance #15693: 2-Propyl-1-pentanol N“““W““‘J“W‘L“
57.0 7.80 8.00 8.20 8.40
m/z 56.15  28.63%
5000 41.0
83.0
05,9801130
m/z--> 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.628 4.73 ng/ul 46992  Naphthalene-d8 10.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
Abundance Scan 1292 (10.628 min): BG049647.D\data.ms (-1284) (-  m/z 45.15 100.00%
45.1
5000
. . DT -
10.50 11.00
0.0 429.
o‘M‘J‘Hm“"‘]ﬂﬁwH_m"m,‘m_m_m_m m/z 57.25 96.53%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 A , M‘A - f\A‘f\A/\‘ M‘A .
10.50 11.00
m/z 41.15 44.67%
O‘\\J“J“\“‘““\““\‘H\]“\1\3\2\-(‘)\\H‘HH’HH‘HH‘HH‘HH
miz--> 0 50 100 150 200 250 300 350 400
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)- )K
45.0
wh T B DAL
10.50 11.00
5000 m/z 75.15 28.61%
00.0
017
miz--> 0 50 100 150 200 250 300 350 400 (\A
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- b e LA
57.0 10.50 11.00
m/z 43.15 20.43%
5000
ol i «“ | 132.0 L1 M ﬂn ]

m/z--> 0 50 100 150 200 250 300 350 400 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1,3-Benzenediol, monobenzoate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.759 11.27 ng/ul 187968  Phenanthrene-die 17.443
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 87
2 1,3-Benzenediol, monobenzoate 214 C13H1e03 000136-36-7 86
3 1,4-Benzenediol, monobenzoate 214 C13H1003 002444-19-1 83
4 Benzamide, N-(1,2-dihydro-2-oxo-... 215 C11H9N302 026661-13-2 78
5 5-0xo-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 72

Abundance Scan 2676 (18.759 min): BG049647.D\data.ms (-2670) (-  m/z 105.15 100.00%

105.2
77.2
5000
51.1 P e
214.2 18.50 19.00
Ol et 288 L m/z 77.15 54.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #91974: 1,3-Benzenediol, monobenzoate
105.0
5000 77.0 —— —r—
18.50 19.00
51.0 214.0 m/z 51.15 16.65%
ol 2O | 1280 1570 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #91979: 1,3-Benzenediol, monobenzoate
105.0
e oy
18.50 19.00
5000 ITI/Z 214.15 8.52%
77.0
214.0
0 27.0 51.0 ‘ | 128.0 ‘
PO e S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #91973: 1,4-Benzenediol, monobenzoate i —t
105.0 18.50 19.00
m/z 106.15 7.90%
5000 o
51.0
27.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Hexanedioic acid, bis(2-eth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.803 189.40 ng/ul 3238030 Chrysene-d12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
2 Diisooctyl adipate 370 C22H4204 001330-86-5 91
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 90
4 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 87
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 80
Abundance Scan 3024 (20.803 min): BG049647.D\data.ms (-3019) (- m/z 129.15 100.00%
129.2
57.3
5000
| A
241.3 : :
ob— ‘ I hh }‘ Ll 10032805 m13a T 5 63.10%
m/z--> 100 150 200 250 300 350
Abundance #279372. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 e ——
57.0 20.50 21. 00
m/z 55.15 9.49%
O L \ \H H \h‘\ }“ T \H“ T \]-\9‘9.\0\2\4\‘]"’0‘\ L \3‘1\3\.0\ T ‘ T
miz--> 100 150 200 250 300 350
Abundance #279233: Diisooctyl adipate
129.0
57.0 20 50 21 00
5000 m/z 70.25 37.55%
241.0
ol - “ Lhofl )l 1990 [ 3130 3704
““ L S e e e
miz--> 50 100 150 200 250 300 350
Abundance #279246: Hexanedioic acid, dioctyl ester 7 —
129.0 20.50 21.00
m/z 71.25 34.61%
57.0
5000
241.0
0 S Y
m/z--> 50 100 150 200 250 300 350 20.50 21.00

SFAM-EPA-BGO80421.M Wed Aug 11 13:29:54 2021 Page:




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Pentadecafluorooctanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.355 4.2 ng/ul 75578 Chrysene-di2 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 81

2 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 74
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 62
4 17-Pentatriacontene 491 C35H70 006971-40-0 62
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 62

Abundance Scan 3118 (21.355 min): BG049647.D\data.ms (-3113) (- m/z 43.20 100.00%

> \/\NMA/A\M/\M
25.2 00 21'50
| ' [ 208.1 341.4 21.00 21.50
bbb bbb e M/Z 57.200 85.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000
21.00 21.50
m/z 55.15 68.41%
Olwf‘\fg l\‘H\‘Tﬁ?ﬁ.\?\‘H\:\3‘6\19\.\0‘\H\‘\\\\‘\\\\‘\\\\‘\?ﬂ?\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #339188: Heneicosyl heptafluorobutyrate
57.0
LY Y S WY
21.00 21.50
5000 ITI/Z 71.10 65.78%
fS .0
oMl se0 t0 a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0 21.00 21.50
m/z 41.20 56.29%
5000
1.0
0 LJ ““1960 W\MW

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21. 00 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22.530 2.29 ng/ul 39130 Chrysene-d12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 80
2 7,7-Diethylheptadecane 296 C21H44 1000360-41-5 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 Triacontane 422 C30H62 000638-68-6 72
5 Octacosane 394 (C28H58 000630-02-4 72

Abundance Scan 3318 (22.530 min): BG049647.D\data.ms (-3313) (- m/z 57.15 100.00%

57.1
5000
99.3

‘ || MJ 177.2 221.2 267.1 341. 22.50
ol b bl SRS T T w2 71.15 73.03%
miz-> 50 100 150 200 250 300
Abundance #126398: Tridecanol, 2-ethyl-2-methyl-
57.0

5000 T T T T T T T T I
22.50
09.0 m/z 43.15 68.86%
‘ h | 1410 211.0
O\\\‘\““‘\‘\ H‘\“\‘\\ \\\”\‘\“\\\|\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #194599: 7,7-Diethylheptadecane
57.0
N
22.50
5000 m/z 55.15 44.11%
99.0
1550 267.0
AR OO L
m/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0 22.50

m/z 85.25 41.00%

5000
99.0
sol |1 om0 200 )

m/z--> 50 100 150 200 250 300 22. 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 wunknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.904 4.87 ng/ul 90856  Perylene-d12 25.003
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Octyloxynitrobenzene 251 C14H21NO3 049562-76-7 35
2 Docosyl octyl ether 438 C30H620 1000406-38-9 30
3 Octyl tetracosyl ether 467 C32H660 1000406-39-0 27
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 27
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 22
Abundance Scan 3552 (23.904 min): BG049647.D\data.ms (-3545) (-  m/z 57.15 100.00%
57.1
- e m/ULN
97.2 Mg
‘ ‘ ‘ 2209 267.1 24. 00
0b— 1‘,“1 i i, ““"‘““ Ll - L e m/z 55.15 65.69%
miz-> 50 100 150 200 250 300
Abundance #136793: p-Octyloxynitrobenzene
57.0
5000 MMM 2406
251.0 '
112.0 m/z 71.20  54.94%
O : “‘ ‘\H H‘\H‘ h \‘\ \U‘ ‘h‘ ‘5\2‘0‘ — ‘ ——T “‘ —T ‘ — T
miz--> 100 150 200 250 300
Abundance #321444: Docosyl octyl ether
1 iy
: e
24.00
5000 m/z 43.10 48.90%
97.0
oL \\‘ \“‘ ’\ ; \H\ \H d‘\‘ M %41 Q‘ 183‘0 ‘22‘5‘0‘ —— ‘3‘0‘9‘0‘ ;
miz--> 50 100 150 200 250 300
Abundance #330749: Octyl tetracosyl ether 7
57.0 24.00
m/z 41.10 46.06%
5000
97.0
g UL 0 o s
miz--> 50 100 150 200 250 300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.051 2.32 ng/ul 43386  Perylene-di2 25.003
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 59
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 59
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53
4 Dotetracontane 591 C42H86 007098-20-6 53
5 Hentriacontane 437 C31H64 000630-04-6 50

Abundance Scan 3577 (24.051 min): BG049647.D\data.ms (-3570) (-  m/z 57.15 100.00%
57.1

113.2

5000
‘ ‘ ‘ ‘ 209.1 281.1 24.00
o‘Muq‘HHJNWNJWHA_LH_‘H_H‘_J‘_WWJHWH‘WAHJH‘ m/z 43.20  71.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141066: Heptadecane, 2-methyl-
43.0
5000 —
24.00
85.0 m/z 85.15 65.64%
ol h ||, 1270 1600 2110 549
\’\\H‘\\H‘\VH‘H\f‘\\H‘\\\\‘\\\\‘H\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo-
57.0 {N Aﬂ
g Gl AR li
24.00
5000 m/z 71.15 59.63%
27T0 ‘ | 99.0 155.0 225.0
o Y s S G
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45507: Decane, 3,8-dimethyl- MMM — ‘
57.0 24.00
m/z 83.15 27.89%
5000
113.0
27.0
o,}“'0
m/z--> 20 40 60 80 100120140160180200220240260280 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49647.D

Acqg On 5 Aug 2021 13:12

Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknown-02 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
25.444 2.29 ng/ul 42717  Perylene-di12 25.003
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 3-mercapto-, 2-e... 218 C11H2202S 050448-95-8 47

2 Propanal, 2-propenylhydrazone 112 C6H12N2 019031-78-8 38
3 Hexadecyl pentyl ether 312 C21H440 1000406-41-8 35
4 Pentyl tetradecyl ether 284 C19H400 1000406-41-7 35

5 Cyclododecanol, 1-ethenyl- 210 C14H260 006244-49-1 27

Abundance Scan 3814 (25.444 min): BG049647.D\data.ms (-3807) (- m/z 71.25 100.00%

71.3
5000 ”/W\
155.3 5074 2053 : MW — v
A
ol LLLL 1L 1 mhk - M e m/z 55.15  81.42%
mlz--> 50 100 150 200 250 300 350 400
Abundance #96127: Propanoic acid, 3-mercapto-, 2-ethylhexyl ester
57.0
5000 112.0
25.50
m/z 57.15 73.86%
O T \“‘\H\M‘ ‘1 } T }’6\1\0\ \‘2?—?\0\ LA L B L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #7129: Propanal, 2-propenylhydrazone
71.0
25.50
5000 m/z 41.15 69.10%
27?
miz--> 50 100 150 200 250 300 350 400 M)\ NW m ’WN
Abundance #215090: Hexadecyl pentyl ether e ﬂ‘ i
71.0 25.50
m/z 70.15 45.18%
5000
STl e
m/z--> 50 100 150 200 250 300 350 400 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49647.D

Acqg On : 5 Aug 2021 13:12
Operator : CG/JU

Sample : M3162-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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|
(DEL) Alkane: C... 3.074 17.2 ng/ul 120373 1 8.044 140006 20.0
Butane, 2-metho... 3.156 13.6 ng/ul 95509 1 8.044 140006 20.0
1-Octyn-3-o0l, 4... 8.096 2.1 ng/ul 14513 1 8.044 140006 20.0
Ethanol, 2-(2-b... 10.628 4.7 ng/ul 46992 2 10.863 198659 20.0
1,3-Benzenediol... 18.759 11.3 ng/ul 187968 4 17.443 333462 20.0
Hexanedioic aci... 20.803 189.4 ng/ul 3238030 5 21.725 341931 20.0
Pentadecafluoro... 21.355 4.4 ng/ul 75578 5 21.725 341931 20.0
Tridecanol, 2-e... 22.530 2.3 ng/ul 39130 5 21.725 341931 20.0
unknown-01 23.904 4.9 ng/ul 90856 6 25.003 373234 20.0
(DEL) Alkane: S... 24.051 2.3 ng/ul 43386 6 25.003 373234 20.0
unknown-02 25.444 2.3 ng/ul 42717 6 25.003 373234 20.0
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