LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN032318\
Data File : BNO00574.D

Aca On : 23 Mar 2018 13:03

Operator : JU/SJ

Sample : J1905-14DL3 800X

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:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.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 4.414 160 166 169 rvB4 3432 5533 0.10% 0.029%
2 4.690 209 213 223 rVB 8182 13089 0.24% 0.069%
3 5.402 328 334 339 rBV3 5741 9929 0.18% 0.052%
4 5.890 412 417 421 rBvV4 3753 5532 0.10% 0.029%
5 6.849 577 580 586 rBV 3539 6045 0.11% 0.032%
6 7.108 618 624 628 rVB 12721 18185 0.34% 0.096%
7 7.525 690 695 699 rVB3 5516 8763 0.16% 0.046%
8 7.643 711 715 719 rVB2 8494 11406 0.21% 0.060%
9 7.743 726 732 735 rBV 4681 6246 0.12% 0.033%
10 7.802 735 742 747 rVB3 19284 32199 0.60% 0.170%
11 8.002 771 776 780 rBV 7931 10674 0.20% 0.056%
12 8.413 839 846 851 rBV 581323 969421 17.92% 5.108%
13 8.455 851 853 858 rVB 43138 48992 0.91% 0.258%
14 8.525 860 865 870 rvB4 3415 5841 0.11% 0.031%

15 8.602 870 878 883 rBvV 103866 164911 3.05% 0.869%

16 8.837 912 918 929 rBV 157757 260889 4.82% 1.375%

17 8.996 940 945 948 rBV3 2753 5703 0.11% 0.030%
18 9.043 948 953 958 rvB4 6562 13609 0.25% 0.072%
19 9.149 966 971 976 rBV3 3062 5907 0.11% 0.031%
20 9.207 976 981 986 rvVvB2 6946 10736 0.20% 0.057%
21 9.531 1030 1036 1043 rBVvV2 13698 22766 0.42% 0.120%
22 9.625 1045 1052 1057 rBvV2 11074 18658 0.34% 0.098%
23 9.678 1057 1061 1068 rVvVv 19976 31729 0.59% 0.167%
24 9.843 1083 1089 1098 rBV2 6315 16225 0.30% 0.085%
25 10.013 1113 1118 1123 rBV 7922 11207 0.21% 0.059%
26 10.149 1137 1141 1146 rBV 16498 24775 0.46% 0.131%
27 10.202 1146 1150 1155 rVB 8428 12397 0.23% 0.065%
28 10.260 1155 1160 1161 rBV 19193 23280 0.43% 0.123%
29 10.354 1170 1176 1182 rVB2 13298 24097 0.45% 0.127%
30 10.484 1188 1198 1204 rVB2 4162 9597 0.18% 0.051%
31 10.713 1232 1237 1241 rBV2 9551 17746 0.33% 0.094%
32 10.749 1241 1243 1250 rVB 7462 9885 0.18% 0.052%
33 11.249 1322 1328 1336 rVV 826878 1387365 25.65% 7.311%
34 11.325 1336 1341 1344 rVV4 5496 7398 0.14% 0.039%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN032318\
Data File : BNO00574.D

Aca On : 23 Mar 2018 13:03

Operator : JU/SJ

Sample : J1905-14DL3 800X

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:\HPCHEM1I\BNA N\METHODS\SOM-EPA-BN031918.M
Title = SVOA CALIBRATION
35 11.366 1344 1348 1353 rVB2 4646 7668 0.14% 0.040%
36 11.507 1367 1372 1375 rBvV4 4993 8711 0.16% 0.046%
37 11.590 1380 1386 1391 rBV 18310 30038 0.56% 0.158%
38 11.719 1405 1408 1413 rVB4 3472 6185 0.11% 0.033%
39 12.107 1466 1474 1480 rBV3 6650 15439 0.29% 0.081%
40 12.166 1480 1484 1489 rVB2 4473 6790 0.13% 0.036%
41 12.454 1526 1533 1540 rBVY 12897 19797 0.37% 0.104%
42 12.607 1553 1559 1563 rBV2 7672 14093 0.26% 0.074%
43 12.648 1563 1566 1572 rVB2 9686 13499 0.25% 0.071%
44 12.748 1576 1583 1588 rBV5 10406 23516 0.43% 0.124%
45 12.960 1613 1619 1623 rBV3 4602 7110 0.13% 0.037%
46 13.019 1625 1629 1632 rBV3 4030 6076 0.11% 0.032%
47 13.437 1695 1700 1705 rVB 10125 17248 0.32% 0.091%
48 13.601 1723 1728 1731 rBVY 4427 7794 0.14% 0.041%
49 13.760 1748 1755 1761 rBVY 17612 26669 0.49% 0.141%
50 13.819 1761 1765 1770 rBV2 6154 9524 0.18% 0.050%
51 14.060 1800 1806 1812 rBV4 4582 8769 0.16% 0.046%
52 14.366 1854 1858 1863 rVB4 5271 7664 0.14% 0.040%
53 14.731 1915 1920 1925 rVB3 4629 8084 0.15% 0.043%
54 14.884 1939 1946 1951 rVB 14719 21192 0.39% 0.112%
55 15.031 1964 1971 1981 rBV2 1209248 1869424 34.56% 9.851%
56 15.307 2009 2018 2026 rBvV4 20536 47461 0.88% 0.250%
57 15.460 2040 2044 2048 rVB3 4041 6718 0.12% 0.035%
58 15.566 2058 2062 2067 rVB2 12477 16526 0.31% 0.087%
59 15.642 2067 2075 2087 rBV 367569 562041 10.39% 2.962%
60 15.760 2091 2095 2099 rBV5 6974 10373 0.19% 0.055%
61 15.819 2102 2105 2110 rVB3 6559 8802 0.16% 0.046%
62 16.013 2132 2138 2142 rBV3 6945 11319 0.21% 0.060%
63 16.678 2247 2251 2254 rBV2 7588 11212 0.21% 0.059%
64 16.813 2269 2274 2279 rBV3 13464 17146 0.32% 0.090%

65 17.407 2369 2375 2391 rBV 3641706 5408867 100.00% 28.502%

66 17.760 2428 2435 2447 rVV2 1599567 2309072 42.69% 12.168%

67 17.860 2449 2452 2455 rVB2 4973 5662 0.10% 0.030%
68 18.195 2505 2509 2512 rVB2 4378 6263 0.12% 0.033%
69 21.883 3130 3136 3145 rBV 1857978 2516452 46.52% 13.261%
70 22.454 3230 3233 3241 rBV4 18262 28903 0.53% 0.152%
71 22.960 3316 3319 3323 rBV2 33149 40891 0.76% 0.215%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN032318\
Data File : BNO00574.D

Aca On : 23 Mar 2018 13:03

Operator : JU/SJ

Sample : J1905-14DL3 800X

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 - 0 Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA N\METHODS\SOM-EPA-BN031918.M
Title = SVOA CALIBRATION
72 23.518 3410 3414 3421 rVB2 53470 80073 1.48% 0.422%

73 24.154 3517 3522 3529 rVB 65809 117542 2.17% 0.619%
74 24.360 3550 3557 3569 rvVB2 1056683 2120575 39.21% 11.174%
75 24.877 3640 3645 3652 rVB 67121 140165 2.59% 0.739%

76 25.712 3783 3787 3797 rVB2 61775 144880 2.68% 0.763%

Sum of corrected areas: 18976968
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA N\DATA\BN032318\
Data File : BNO00574.D

Aca On : 23 Mar 2018 13:03

Operator : JU/SJ

Sample : J1905-14DL3 800X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BNO00574.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA N\DATA\BN032318\
Data File : BNO00574.D

Aca On : 23 Mar 2018 13:03

Operator : JU/SJ

Sample : J1905-14DL3 800X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,1-Hexylenedioxybutane Concentration Rank 2

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

8.60 3.40 ng/ul 164911 1,4-Dichlorobenzene-d4 8.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Hexvlenedioxvbutane 172 C10H2002 1000249-77-4 83
2 Pentanoic acid. 2.4-dimethvl-4-n.__. 189 C8H15N04 005762-40-3 39
3 5-Cvano-1.2.3-thiadiazole 111 C3HN3S 057352-02-0 38
4 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 36
5 Bis(2-ethylhexyl) hydrogen phosp... 306 C16H3503P 003658-48-8 36

Abundance Scan 878 (8.602 min): BN0O00574.D (-870) (-) m/z 83.10 100.00%
83.1
5000
43.1
‘ 91 1254 820 8.40 8.60 8.80 9.00
SEN— - , bl 20008190 ] 15711712 | sz 43.10 0 31.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37210: 1,1-Hexylenedioxybutane
83.0
43.0
5000
8.20 8.40 8.60 8.80 9.00
T 129.0 m/z 55.10 22.15%
w \\\ \ 69@ . 100.0 115.0 157.0171.0
m/z--> 20 60 80 100 120 140 160 '
Abundance
83.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 129.10 18.50%
410 550
15.0 280 69.0 1110 1280 143.0 .
mz-> 20 40 60 80 100 120 140 160
Abundance #5897: 5-Cyano-1,2,3-thiadiazole T ERa b
83.0 8.20 8.40 8.60 8.80 9.00
m/z 59.10 14 .65%
5000
380 H 700 | 111.0
m/z--> 20 4'0 60 80 100 120 140 160 ' 8.20 8110 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA N\DATA\BN032318\
Data File : BNO00574.D

Aca On : 23 Mar 2018 13:03

Operator : JU/SJ

Sample : J1905-14DL3 800X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1

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

8.84 5.38 ng/ul 260889 1,4-Dichlorobenzene-d4 8.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 97
2 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 96
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 91
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 64
5 2,4,6-Trimethyl-3-heptene 140 C10H20 1000113-56-9 59

Abundance Scan 918 (8.837 min): BNO00574.D (-912) (-) m/z 83.10 100.00%
831
5000 60.1
55.1
a1 140.1 RN RS DRSNS L
| 971 1190 125.1 8.60 8.80 9.00 9.20
SN N TN RSN P/ i 1) S S — m/z 69.10 51.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18042: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 69.0 AP
410 550 8.60 8.80 9.00 9.20
140.0 m/z 55.10 34.33%
27.0 ‘ ‘ 97.0 125.0 :
'“v“W'J“““lh“PM“v“H“'WJ“V'“V“H%QWJ“V'“V”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
83.0
8.60 8.80 9.00 9.20
5000 69.0 m/z 56.10 30.77%
55.0
e 125.0 no
150 290 97.0 1120
wmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /L\
Abundance #18035: Cyclohexanone, 3,3,5-trimethyl- R B e R
83.0 8.60 8.80 9.00 9.20
m/z 41.10 24 _19%
69.0
5000 41.0 55.0
27.0
140.0
o 97.0 1190 1250
m/z--> 15 20 30 40 50 60 75 éo 90 160 110 120 130 140 8.60 8.80 9.00 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN032318\
Data File : BNO00574.D

Acq On : 23 Mar 2018 13:03

Operator : JU/SJ

Sample : J1905-14DL3 800X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN031918_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1,1-Hexylenedioxy. .. 8.60 3.4 ng/ul 164911 1 8.41 969421 20.0
Cyclohexanone, 3, ... 8.84 5.4 ng/ul 260889 1 8.41 969421 20.0
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