LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM121719MA.M
Title - SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 2.993 15 18 27 rVB 40523 58449 1.65% 0.122%
2 3.604 116 122 126 rVB2 21898 39678 1.12% 0.083%
3 3.681 132 135 141 rVB3 10405 18746 0.53% 0.039%
4 3.793 149 154 157 rVB4 14962 21810 0.62% 0.046%
5 4.587 286 289 297 rBV 36610 58572 1.65% 0.122%
6 5.540 446 451 455 rBV5 11578 18914 0.53% 0.040%
7 5.698 471 478 479 rBvV7 21987 33408 0.94% 0.070%
8 5.840 494 502 510 rvB6 23218 44722 1.26% 0.093%
9 5.928 512 517 524 rVBY 18432 33709 0.95% 0.070%
10 5.998 524 529 532 rBV2 31187 58511 1.65% 0.122%
11 6.040 532 536 539 rBv4 12221 19089 0.54% 0.040%
12 6.104 544 547 553 rVB 66484 103910 2.93% 0.217%
13 6.187 558 561 566 rVB3 23261 33706 0.95% 0.070%
14 6.245 566 571 578 rVB4 25206 40263 1.14% 0.084%
15 6.316 578 583 585 rBvV4 16388 27924 0.79% 0.058%
16 6.428 598 602 614 rvB4 24767 67156 1.89% 0.140%
17 6.522 614 618 620 rBV3 24560 35197 0.99% 0.074%

18 6.557 620 624 630 rvv 107104 181987 5.13% 0.380%
19 6.628 630 636 652 rvB2 685668 1361728 38.40% 2.845%
20 6.781 652 662 670 rBvY 567095 1028042 28.99%% 2.148%

21 6.904 680 683 688 rBv4 25166 53991 1.52% 0.113%
22 6.963 688 693 707 rVB 826469 1482525 41.81% 3.097%
23 7.087 708 714 719 rBVS8 20933 52849 1.49% 0.110%
24 7.140 719 723 728 rVB3 33839 55657 1.57% 0.116%
25 7.234 734 739 747 rVB6 43466 90481 2.55% 0.189%
26 7.322 747 754 755 rBV3 44145 59729 1.68% 0.125%
27 7.345 755 758 761 rvv4 47107 75613 2.13% 0.158%
28 7.422 761 771 778 rVvV 898701 1537325 43.35% 3.212%
29 7.492 778 783 787 rVB6 25312 49191 1.39% 0.103%
30 7.534 787 790 794 rBVS5 16511 27970 0.79% 0.058%
31 7.610 794 803 807 rvVB5 39676 88498 2.50% 0.185%
32 7.687 812 816 823 rvVvVv5 65631 150499 4.24% 0.314%
33 7.769 826 830 834 rvv3 42406 76156 2.15% 0.159%
34 7.816 834 838 842 rvve 18324 27933 0.79% 0.058%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
Title = SVOA CALIBRATION

35 7.863 842 846 851 rvv5 35930 61202 1.73% 0.128%
36 7.922 851 856 857 rvv4 16685 23310 0.66% 0.049%

37 7.963 858 863 870 rvB3 81036 143235 4._.04% 0.299%
38 8.151 886 895 905 rBV 811073 1522890 42.94% 3.181%
39 8.228 905 908 911 rvv2 63000 103435 2.92% 0.216%
40 8.269 911 915 923 rVB3 55564 140919 3.97% 0.294%

41 8.386 932 935 942 rVB7 16057 31128 0.88% 0.065%
42 8.498 945 954 962 rBV6 58124 188488 5.32% 0.394%
43 8.581 962 968 980 rBV 685734 1219730 34.40% 2.548%
44 8.722 988 992 993 rBV2 33566 37362 1.05% 0.078%
45 8.763 995 999 1005 rVB5 73357 138980 3.92% 0.290%

46 8.816 1005 1008 1011 rBVS5 12501 19676 0.55% 0.041%
47 8.863 1011 1016 1021 rBV6 13363 25703 0.72% 0.054%
48 8.922 1021 1026 1029 rBVS8 10210 20804 0.59% 0.043%
49 9.004 1034 1040 1044 rvvv 27348 61086 1.72% 0.128%
50 9.057 1044 1049 1053 rvvs 33721 64455 1.82% 0.135%

51 9.110 1053 1058 1066 rvVB4 58968 108423 3.06% 0.227%
52 9.292 1082 1089 1097 rBV 573186 1013285 28.57% 2.117%
53 9.369 1098 1102 1112 rVB5 55394 118150 3.33% 0.247%
54 9.663 1150 1152 1159 rVBS8 10175 21470 0.61% 0.045%
55 9.792 1163 1174 1175 rBVS8 13279 32111 0.91% 0.067%

56 9.833 1175 1181 1198 rVV 797970 1518764 42.83% 3.173%
57 10.186 1232 1241 1250 rBV 1197343 2063823 58.20% 4.311%
58 10.351 1259 1269 1288 rBV 483460 1138434 32.10% 2.378%
59 10.875 1353 1358 1365 rVBS8 13897 26651 0.75% 0.056%
60 11.016 1376 1382 1391 rBV 70628 137390 3.87% 0.287%

61 11.239 1411 1420 1421 rBV6 17625 30220 0.85% 0.063%
62 11.269 1421 1425 1433 rVB9 14430 36865 1.04% 0.077%
63 11.480 1453 1461 1467 rBV9 16431 41526 1.17% 0.087%
64 11.751 1503 1507 1513 rBV2 53703 103508 2.92% 0.216%
65 11.939 1535 1539 1543 rBV6 15813 30734 0.87% 0.064%
66 12.163 1568 1577 1581 rVB6 13757 37624 1.06% 0.079%
67 12.416 1615 1620 1626 rBVS8 16269 34563 0.97% 0.072%
68 12.498 1628 1634 1639 rBV5 36362 66355 1.87% 0.139%
69 12.557 1640 1644 1651 rVV9 14321 26940 0.76% 0.056%
70 12.621 1651 1655 1658 rBv4 26324 32771 0.92% 0.068%
71 12.663 1658 1662 1667 rVV7 18038 33092 0.93% 0.069%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
Title = SVOA CALIBRATION

72 12.845 1689 1693 1698 rBvV4 40986 66406 1.87% 0.139%
73 13.398 1784 1787 1791 rBvV4 32136 52634 1.48% 0.110%

74 13.510 1799 1806 1811 rBV 1647302 2431232 68.56% 5.079%
75 13.563 1811 1815 1819 rVvV 307509 424858 11.98% 0.888%

76 13.774 1845 1851 1857 rBV 1881573 2813046 79.32% 5.877%
77 13.910 1870 1874 1878 rVB2 215251 282546 7.97% 0.590%
78 14.045 1894 1897 1899 rBV 111034 142723 4.02% 0.298%
79 14.086 1899 1904 1911 rVB2 1757156 2616006 73.77% 5.465%
80 14.351 1945 1949 1957 rBV2 277903 568255 16.02% 1.187%

81 14.639 1995 1998 2003 rVB3 102948 130715 3.69% 0.273%
82 14.880 2035 2039 2044 rBvV 314018 436891 12.32% 0.913%
83 15.092 2069 2075 2080 rBV 2464039 3454827 97.42% 7.217%
84 15.245 2098 2101 2110 rVB 348754 553605 15.61% 1.157%
85 15.380 2121 2124 2131 rVB 245535 393409 11.09% 0.822%

86 15.862 2202 2206 2211 rVB 783658 1121064 31.61% 2.342%
87 16.686 2342 2346 2352 rVB 1433979 2081599 58.70% 4._.349%
88 16.845 2369 2373 2378 rBV 2017245 2811734 79.29% 5.874%
89 16.945 2386 2390 2396 rVB 2523232 3296570 92.96% 6.887%
90 17.292 2446 2449 2453 rVB 757402 958801 27.04% 2.003%

91 18.539 2658 2661 2666 rBV 1586157 2116475 59.68% 4.421%
92 19.262 2781 2784 2791 rVB3 2738665 3546238 100.00% 7.408%

Sum of corrected areas: 47868674
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

Abundance TIC: BM024297.D
1.5e+07
1e+07

5000000

96 7.42 15 g 0.8310.19
299 3%6H9 4.59 5.5 FRRGHIEHAE & 3 O FE BRI 280 0 el 37 0,650 1035 100870m7m 48

NI Lo ot S e i i s e SR AR ML L S sk

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM024297.D

1.5e+07

1e+07

5000000

15.09
13.513.7714.09

15.90 152zmBaBes 13 ) 501310p4 4, 334,61, 891 S1BISE

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM024297.D
1.5e+07
1e+07
5000000
O L o o B LA A e e o S B s e e S e L
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 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 M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

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

Peak Number 1 (DEL) Alkane: Cyclic6.56 Concentration Rank 8

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

6.56 2.37 ng/ul 181987 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 62
2 Cyclooctane. 1-methvl-3-propvl- 168 Cl12H24 255885-37-1 59
3 2-Octene. 2.6-dimethyl- 140 C10H20 004057-42-5 58
4 2-Nonene. 2-methvl- 140 C10H20 002129-95-5 49

5 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 49

Abundance Scan 624 (6.557 min): BM024297.D (-620) (-) m/z 69.10 100.00%
69
55
5000 41 125
83 111
97 140 207 6.20 6.40 6.60 6.80
D L L B o m/z 70.05 69.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17999: 2-Octene, 2,6-dimethyl-
41 69
55
5000
29 6.20 6.40 6.60 6.80
83 m/z 55.10 59.16%
140
g7 111 455
T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36851: Cyclooctane, 1-methyl-3-propyl-
69
R R N Ema
6.20 6.40 6.60 6.80
5000 83 m/z 125.10 44 _53%
a1 P 125
29 ‘ 97
ST | S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18000: 2-Octene, 2,6-dimethyl-
69 6.20 6.40 6.60 6.80
m/z 41.05 42 .93%
5000 =5
43 140
‘ 8 111
..,.w.\..w,\w...‘.\,.w.»..,\...9.7,..»..,1.2?..,\....,....,....,....
m/z--> 60 80 100 120 140 160 180 200 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

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

Peak Number 2 (DEL) Alkane: Cyclic8.50 Concentration Rank 7

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

8.50 2.45 ng/ul 188488 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene. 2.2.3.5.6-pentamethvl- 168 C12H24 116164-06-8 72
2 Cvclohexane. 1.2-diethvl-1-methvl- 154 C11H22 061141-79-5 72
3 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 72
4 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 64
5 Cyclohexanecarboxylic acid, 4-pr... 271 C17H21NO2 062439-33-2 64

Abundance Scan 954 (8.498 min): BM024297.D (-945) (-) m/z 69.10 100.00%
69
55 125
5000 83
41 T
97 109 8.20 8.40 8.60 8.80
153 193 : : : :
A e 20 Tm/z 125.05  55.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36861: 3-Heptene, 2,2,3,5,6-pentamethyl-
69
5000 41 83 125
57 8.20 8.40 8.60 8.80
97 111 168 m/z 55.10 55._75%
'|'L|"|"' '|"H'“f!"'| '”h'l'“ }??'%Ql'l'!" LN S
m/z--> 60 80 100 120 140 160 180 200
Abundance #27091: Cyclohexane, 1,2-diethyl-1-methyl-
69
55 R I I UL B
83 125 8.20 8.40 8.60 8.80
5000 m/z 83.10 46.23%
41
154
97
.,.\J..uﬁ. Ay Al el 12 p,,%ﬁ% S N
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #27090: Cyclohexane, 2,4-diethyl-1-methyl- R B ma i e
69 8.20 8.40 8.60 8.80
m/z 41.10 26.07%
5000 s 83 125
41
'|"H" |""|"" 1 ??I _— e '%%9"%5?|' IR DAL S HRB A IR I
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

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

Peak Number 3 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.91 2.16 ng/ul 282546 Acenaphthene-d10 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-trans-Pinane 138 C10H18 033626-25-4 42
2 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 006876-13-7 38
3 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 30
4 Bicvclol3.1.11Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 27
5 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 25

Abundance Scan 1874 (13.910 min): BM024297.D (-1870) (-) m/z 193.20 100.00%

193
69

5000

208 281 13.60 13.80 14.00 14.20
m/z 69.10 71.07%

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

Abundance #16859: (-)-trans-Pinane
41 55 95
8
5000 LA L L L L L LB L |
27 13.60 13.80 14.00 14.20
123 m/z 97.10 59.87%
109 | 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17013: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha....
41 55 95

13.60 13.80 14.00 14.20
m/z 109.05 58.63%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16976: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- A REEREEaSS
41 55 95 13.60 13.80 14.00 14.20

m/z 55.10 54 _66%

5000

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

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

Peak Number 4 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.88 3.34 ng/ul 436891 Acenaphthene-d10 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 photocitral A 152 C10H160 055253-28-6 43
2 3-Buten-2-one. 4-(2.2.6-trimethyv... 208 C13H2002 023267-57-4 38
3 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 154559-38-3 38
4 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 38
5 1-(2,6-Dichloro-benzoyl)-3-(5-me... 312 C12H10CI2N402 1000300-42-7 37
Abundance Scan 2039 (14.880 min): BM024297.D (-2035) (-) m/z 123.10 100.00%
69
5000 55 g5 109 173
41 207
i 222 ' 14.60 14.80 15.00 15.20
155 : : : :
193 281 | 17z 69.10 47.32%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25083: photocitral A
123
81
5000 41 g | 95 "I4'80 1450 1500 1520
109 m/z 81.10 40.67%
137
[TTTT[TTTr Ty rproeT "'I':I'-$I2 IS B N N N
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67773: 3-Buten-2-one, 4-(2,2,6-trimethyl-7-oxabicyclo[4.1...
123
43 ' 14.60 14.80 15.00 15.20
5000 m/z 109.10 40.00%
2l || , 85 7 93107 | 187151165 193208
m/z--> ﬁo 45 éo 85 160 150 1&0 160 180 200 220 240 2éo 2é0
Abundance #67446: 3-Fluorobenzoic acid, 3-methylbut-2-eny! ester N B EE
123 14.60 14.80 15.00 15.20
m/z 55.10 37.00%
68
5000
41 9
20 H ‘ | 140 163 208
m/z--> ﬁo 45 60 85 160 150 140 1éo 1éo 200 220 240 2éo 2éo 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.38 3.01 ng/ul 393409 Acenaphthene-d10 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 58
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 55
4 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 53
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 53

Abundance Scan 2124 (15.380 min): BM024297.D (-2121) (-) m/z 57.10 100.00%

5000

15.00 15.20 15.40 15.60
m/z 71.10 65.97%

145 169187203 230248 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71407: Dodecane, 2,7,10-trimethyl-

L

5000

15.00 15.20 15.40 15.60
m/z 43.10 46.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

L

Abundance #71405: Dodecane, 2,6,10-trimethyl-
57
15.00 15.20 15.40 15.60
5000 m/z 85.10 25.31%
29 85
‘ \ H 2, 155 183 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢ B B B e
1 112 15.00 15.20 15.40 15.60
95 m/z 41.10 23.48%
HH\ ey T8I0 216 205 312 342
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. OO 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.86 7.97 ng/ul 1121060 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 91
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 87
3 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 80
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 72
Abundance Scan 2206 (15.862 min): BM024297.D (-2202) (-) m/z 57.10 100.00%
87 7

:

5000 43
85
99 113
127 15.60 15.80 16.00 16.20
141 155 182
.,....,...“,.. 199 218232245 m/z 71.10 92.23%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl-
57
43 71
5000 TT T[T T T T[T T rrrrrrr1
8 15. 60 15. 80 16. 00 16. 20
> m/z 43.10 51.29%
99 112
m|LLJ,"mmmmmm 226
B R B R A e o e e e RAEEREE S L E s R R SRy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71 R R
43 15.60 15.80 16.00 16.20
5000 m/z 85.10 31.55%

29 85
\ ‘ L ‘ 9 113127141155169183197

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

%

Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester S L
57 15.60 15.80 16.00 16.20
71 m/z 41.10 23.92%
85
29 11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.69 14.81 ng/ul 2081600 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 92
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Heptacosane 380 C27H56 000593-49-7 80
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 2347 (16.692 min): BM024297.D (-2342) (-) m/z 57.10 100.00%
5000 _,k~__i,_,\,jl\A,JL-,/—~w
99 16.40 16.60 16.80 17.00
41 : : : .
o 197 252 m/z 71.10 91.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
5000 LR B BRI U BRI
1640 16,60 16.80 17.00
m/z 85.10 48 .80%
2 113
53183 253
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
16.40 16.60 16.80 17.00
5000 m/z 43.10 46 .00%
97
| 12Z 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R B N ERmEE
57 16.40 16.60 16.80 17.00
m/z 41.10 25.25%
9
|1 141 183 239 296
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.29 6.82 ng/ul 958801 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Tridecane. 3-ethvl- 212 C15H32 013286-73-2 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2449 (17.292 min): BM024297.D (-2446) (-) m/z 57.10 100.00%

5000

3

17.00 17.20 17.40 17.60
m/z 71.10 98.33%

113157141

155169183197211225 241 259 277292

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
5|7
43
71
5000 LA L L L L L LB
85 17.00 17.20 17.40 17.60
29 m/z 43.10 63.42%

99
I| | | 1}3127141155169183197211225239253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129490: Eicosane
57

%

71 IIIIIIIIIIIIIIIIIIIIIII
43 85 17.00 17.20 17.40 17.60

5000 m/z 85.10 53.82%

%113
20 ‘ A | 1f71ﬁ11§5169183197211225239253 282

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

%

Abundance #71397: Tridecane, 3-ethyl- L LA

43 17.00 17.20 17.40 17.60
57 m/z 41.10 24 .68%

71
50007 29
85
99 183
L | W 113127141 155169 197212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Aca On - 26 Dec 2019 14:34

Operator : JU

Sample - K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

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

Peak Number 9 Bacchotricuneatin c Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.54 15.05 ng/ul 2116480 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 83
2 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 83
3 Tridecane 184 C13H28 000629-50-5 81
4 Octadecane 254 C18H38 000593-45-3 80
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2661 (18.539 min): BM024297.D (-2658) (-) m/z 57.10 100.00%
g7
5000 85 V~,J\N/x~«/ij\fﬂﬂ,;A»J\\~w
| 113 200 18120 18.40 18.60 18.80
141 169 239 . . . .
I 5 0 O O A P ."3!8,-'1. LORA0 287309 341 g 71,10 71.31%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
mn 112
9
5000 UM R U
18.20 18.40 18.60 18.80
32 m/z 43.10 42 .15%
I, 173191 216 245 312 342
m/z--> §0 100 1éo 200 2éo 360 3%0
Abundance #105891: Heptadecane, 3-methyl-
57
18120 18.40 18.60 18.80
5000 85 m/z 85.10 40.56%
29 113 225
141
| ‘J ,JL. | ILIL‘I L1y lel(?gl |19|7| .‘{. 254 — M
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane LI L L B LB
57 18.20 18.40 18.60 18.80
m/z 55.10 22 .35%
5000 uApAwfmﬂ“”“JAﬁNA—NfJJ\NJ\
85
29
“ \‘ ‘\ J J il 1:!-3 L 141 184
m/z--> 5'0 1(')0 150 200 250 300 3&1,0 18.|20 18.I40 18.I60 18.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM122619\
Data File : BM024297.D

Acq On : 26 Dec 2019 14:34

Operator : JU

Sample : K6270-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 6.56 2.4 ng/ul 181987 1 7.42 1537330 20.0
(DEL) Alkane: Cyc... 8.50 2.5 ng/ul 188488 1 7.42 1537330 20.0
unknown-01 13.91 2.2 ng/ul 282546 3 14.09 2616010 20.0
unknown-02 14.88 3.3 ng/ul 436891 3 14.09 2616010 20.0
(DEL) Alkane: Str... 15.38 3.0 ng/ul 393409 3 14.09 2616010 20.0
(DEL) Alkane: Str... 15.86 8.0 ng/ul 1121060 4 16.84 2811730 20.0
(DEL) Alkane: Str... 16.69 14.8 ng/ul 2081600 4 16.84 2811730 20.0
(DEL) Alkane: Str... 17.29 6.8 ng/ul 958801 4 16.84 2811730 20.0
Bacchotricuneatin c 18.54 15.1 ng/ul 2116480 4 16.84 2811730 20.0
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