LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7491.D

Acqg On : 19 Oct 2021 13:39
Operator : CG/JU

Sample : M4196-04

Misc :

ALS Vvial : 40 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_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION

Signal : TIC: BP@@7491.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.122 3 6 22 rVB 1659540 2119112 43.05% 4.020%
2 3.381 45 50 55 rBv 36805 48455 0.98% 0.092%
3  3.664 96 98 101 rVB4 6283 5374 0.11% 0.010%
4 3.805 120 122 131 rBV 68895 109145 2.22% 0.207%
5 4.046 157 163 169 rBV3 10600 19083 0.39% 0.036%
6 4.134 173 178 183 rVB2 11223 18008 0.37% 0.034%
7 4.228 192 194 199 rVB6 4482 5531 0.11% 0.010%
8 4.505 237 241 244 rBVS 4399 7354 0.15% 0.014%
9 5.063 329 336 341 rVB6 8082 14694 0.30% 0.028%
10 6.040 499 502 508 rVB5 3725 6654 0.14% 0.013%
11 6.334 549 552 558 rBV6 4203 6740 0.14% 0.013%
12 6.934 650 654 657 rBV6 4070 6394 0.13% 0.012%
13 7.110 677 684 694 rBV 803229 1285199 26.11% 2.438%
14 7.281 706 713 722 rVB 642792 1009592 20.51% 1.915%
15 7.487 738 748 758 rBV 802432 1288914 26.19% 2.445%
16 7.957 817 828 837 rBV 658965 1037602 21.08% 1.968%
17 8.028 837 840 845 rVB6 4803 7539 0.15% 0.014%
18 8.657 940 947 963 rBV 1017922 1641057 33.34% 3.113%
19 9.110 1016 1024 1035 rBV 764456 1233815 25.07% 2.340%
20 9.293 1047 1055 1060 rBV 4646 9626 0.20% 0.018%
21  9.581 1098 1104 1111 rVB7 6520 14468 0.29% 027%
22 9.840 1139 1148 1155 rBV 545769 918003 18.65% 741%
23 10.075 1186 1188 1194 rVB7 2837 5284 0.11%

24 10.381 1231 1240 1250 rBV 997975 1666617 33.86%

OwWokroe
[
=
]
S

25 10.546 1261 1268 1280 rBV 97435 165351 3.36% 314%
26 10.763 1297 1305 1313 rVB 860759 1468246 29.83% 2.785%
27 10.893 1318 1327 1339 rBV 914491 1576038 32.02%  2.990%
28 12.345 1568 1574 1581 rBV2 15741 28067 ©.57% 0.053%
29 12.551 1607 1609 1617 rVB9 2822 5410 0.11% ©0.010%
30 12.963 1675 1679 1682 rBV5 4854 6992 0.14% 0.013%
31 13.210 1715 1721 1726 rBV8 6327 10916 ©.22% 0.021%
32 13.504 1767 1771 1775 rW7 5812 8891 0.18% 0.017%
33 13.569 1777 1782 1787 rVB7 5214 8778 0.18% 0.017%
34 13.998 1849 1855 1870 rBV 1677258 2433090 49.43%  4.615%
35 14.287 1894 1904 1913 rBV 1965014 2996946 60.89% 5.685%
36 14.510 1940 1942 1949 rVB8 3525 5044 ©.10% 0.010%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7491.D

Acqg On : 19 Oct 2021 13:39
Operator : CG/JU

Sample : M4196-04

Misc :

ALS Vvial : 40 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_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION
37 14.592 1949 1956 1964 rBV 1374512 2008614 40.81%  3.810%
38 14.775 1978 1987 1997 rBV 714202 1085107 22.05% 2.058%
39 15.004 2023 2026 2032 rVB5 12663 19679 0.40% 0.037%
40 15.245 2062 2067 2073 rBV9 3755 7584 0.15% 0.014%
41 15.410 2088 2095 2098 rBV7 8408 14482 ©.29% 0.027%
42 15.463 2101 2104 2108 rVB6 5411 6605 0.13% 0.013%
43 15.586 2116 2125 2132 rBV 2556014 3713789 75.45%  7.045%
44 15.698 2137 2144 2153 rBV 488623 708773 14.40%  1.344%
45 15.828 2160 2166 2171 rVB2 32758 47514 0.97% ©.090%
46 16.033 2195 2201 2207 rBV10 5682 10826 ©0.22% 0.021%
47 16.263 2232 2240 2244 rBV1e 6287 15206 ©0.31% 0.029%
48 16.381 2255 2260 2265 rVB8 8232 16874 ©.34% 0.032%
49 16.486 2274 2278 2286 rVB1leO 4712 10392 0.21% 0.020%
50 16.598 2293 2297 2302 rBV8 4503 8377 0.17% 0.016%
51 16.751 2320 2323 2328 rVB7 4911 6291 0.13% 0.012%
52 17.128 2381 2387 2391 rBV4 10064 14315 0.29% 0.027%
53 17.345 2415 2424 2433 rBV 1733556 2467414 50.13% 4.680%
54 17.445 2433 2441 2453 rBV 2825964 4062391 82.54% 7.706%
55 17.539 2453 2457 2461 rVVé6 11967 18248 ©.37% ©.035%
56 17.716 2483 2487 2489 rBV5 5752 7384 0.15% 0.014%
57 18.028 2535 2540 2545 rVB 25898 35359 0.72% ©0.067%
58 18.233 2571 2575 2585 rBV 100647 147315 2.99% ©0.279%
59 18.304 2585 2587 2592 rVB3 11500 14005 0.28% 0.027%
60 18.533 2622 2626 2630 rBV7 9774 15182 0.31% 0.029%
61 19.157 2730 2732 2738 rVB7 8615 10169 ©0.21% ©0.019%
62 19.251 2745 2748 2753 rBV2 35510 46841 0.95% 0.089%
63 19.322 2756 2760 2763 rBV 36346 47641 0.97%  0.090%
64 19.469 2781 2785 2792 rBV3 72138 99462 2.02% ©.189%
65 19.622 2807 2811 2814 rBV3 51831 62930 1.28% ©.119%
66 19.674 2814 2820 2828 rVV 3632616 4890438 99.36% 9.277%
67 20.580 2970 2974 2980 rBV 114924 143699 2.92% ©0.273%
68 20.639 2981 2984 2987 rVV3 31471 35440 ©.72% 0.067%
69 21.151 3067 3071 3076 rBv2 185592 271495 5.52% ©0.515%
70 21.433 3113 3119 3125 rBV 2123083 2916268 59.25% 5.532%
71 22.574 3309 3313 3326 rVB3 276407 555353 11.28% 1.053%
72 23.721 3501 3508 3519 rBV2 2462797 4921903 100.00%  9.336%

73 23.880 3529 3535 3546 rVB2 1432085 3056169 62.09% 5.797%

Sum of corrected areas: 52717563
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
3500000

3000000
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1000000

500000

: 19 Oct 2021 13:39
: CG/IU
: M4196-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
BP007491.D

: 40 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

TIC: BP007491.D\data.ms

122

8.657 10.381
7.110 7.487 9.110 101760

7.281 7.957 9.840

Ob%g.é"eﬁ@ém&a.ws 5.063 6.046.334 6.93 028 9.29:9.581]\]:0.075 054
\\‘\\

Time-->

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP007491.D\data.ms
19.674

17.445
15.586

14.287

13.998 17.345
14.592

4.775

12.34555112.953.2 135689 \,L4.5 0/l15.008: 82ER AEBERE517.1281 1 537 163,088 3533 1% L}_//

Time-->

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP007491.D\data.ms

23.721

21.433

23.880

Time-->

SFAM-EPA-BP10

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7491.D

Acqg On : 19 Oct 2021 13:39
Operator : CG/JU

Sample : M4196-04

Misc :

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.122 40.85 ng/ul 2119110 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 6 (3.122 min): BP007491.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 /\\
ST
‘ ‘ 3.203.303.403.50
|
obbid| 137.3 20702668 3548 42084838548, /) 4310  34.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R RN R R
3.203.303.403.50
“ ‘ m/z 87.10 26.81%
O\\l‘\l\H‘HWW\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
3.203.303.403.50
5000 m/z 55.10 24.82%
0um‘u“ﬂ\‘w\\\\‘\u\‘\\\\‘\\\\‘\u\‘HHWHWHWH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RRRaEE e R
73.0 3.203.303.403.50
m/z 41.10 10.94%
5000 /&
o\HH PR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7491.D

Acqg On : 19 Oct 2021 13:39
Operator : CG/JU

Sample : M4196-04

Misc :

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.546 2.25 ng/ul 165351 Naphthalene-d8 10.763
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, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72

Abundance Scan 1268 (10.546 min): BPO07491.D\data.ms (-1261) (- m/z 57.05 100.00%

57.0
5000

10.50
132.0
ol HleJH pPe 2070 2830 37094309 5051 m/z 45.05  89.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 ‘ e

41.00  33.68%

‘\‘\\‘\“\'M""f‘u}\1\-13%.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

‘ 1050

o

1050
5000 m/z 75.00 19.99%
OJJ“’11320
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- 1 ‘
57.0 10.50

m/z 86.95 14.97%

RIS A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7491.D

Acqg On : 19 Oct 2021 13:39
Operator : CG/JU

Sample : M4196-04

Misc :

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 13-Docosenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.574 3.81 ng/ul 555353  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 86
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 81

Abundance Scan 3313 (22.574 min): BP007491.D\data.ms (-3309) (-  m/z 59.00 100.00%
59.0

%

5000
22.50
193.0 2821
0 .MMLMMHV..3561429148%1549 m/z 72.05 74.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 e ‘

22.50
m/z 55.05 56.69%

126.0
“ Mm Ll 2400 3370

O\\\1“WT\“TVWV"\\\\‘\\\f‘\\\f‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245084: 13-Docosenamide, (2)-
59.0
T T
22.50
5000 ITI/Z 43.10 37.06%
137.0
337.0
ok mn, a00 B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174773: 9-Octadecenamide, (2)- ——
59.0 22.50
m/z 69.05 35.29%
5000
0 281.0
0 JH\\JMWIM,S“O‘ el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7491.D

Acqg On : 19 Oct 2021 13:39
Operator : CG/JU

Sample : M4196-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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|

Butane, 2-metho... 3.122 40.9 ng/ul 2119110 1 7.957 1037600 20.0
Ethanol, 2-(2-b... 10.546 2.3 ng/ul 165351 2 10.763 1468250 20.0
13-Docosenamide... 22.574 3.8 ng/ul 555353 5 21.433 2916270 20.0
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