LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112017\
Data File : BM013056.D

Aca On : 20 Nov 2017 22:39

Operator : SJ/JU

Sample : 16489-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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 M\METHODS\SOM-EPA-BM111617.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 3.246 23 27 31 rBv 58836 77362 1.17% 0.111%
2 5.069 331 337 345 rVB 252946 379043 5.75% 0.542%
3 5.387 385 391 400 rBV 343088 781372 11.86% 1.118%
4 6.222 523 533 538 rBV 425553 655264 9.95% 0.937%
5 6.398 558 563 567 rBV2 79031 108617 1.65% 0.155%
6 6.887 639 646 654 rBV 306426 544100 8.26% 0.778%
7 7.057 668 675 680 rBV 883038 1374228 20.86% 1.966%
8 7.251 701 708 716 rBVY 1050401 1719830 26.11% 2.460%
9 7.363 722 727 732 rVWV 76821 116726 1.77% 0.167%
10 7.716 779 787 794 rBV 925300 1550918 23.55% 2.219%

11 7.781 794 798 802 rvVv 163123 256225 3.89% 0.367%
12 7.916 816 821 826 rBV2 64101 96969 1.47% 0.139%
13 8.063 841 846 858 rVB3 89712 182510 2.77% 0.261%
14 8.416 900 906 915 rBV 864834 1409760 21.40% 2.017%
15 8.869 976 983 992 rVB 1243548 2065485 31.36% 2.955%

16 9.028 1005 1010 1017 rVB 77850 125340 1.90% 0.179%
17 9.498 1086 1090 1096 rBV2 50430 78439 1.19% 0.112%
18 9.580 1096 1104 1115 rVB2 1082407 1929624 29.30% 2.760%
19 9.916 1156 1161 1169 rVB4 93397 176612 2.68% 0.253%
20 10.116 1188 1195 1204 rBV 1551311 2591528 39.34% 3.707%

21 10.427 1243 1248 1253 rBV3 70721 112934 1.71% 0.162%
22 10.498 1253 1260 1266 rBV 1297563 2115477 32.12% 3.026%

23 10.645 1278 1285 1294 rVB10 26473 73206 1.11% 0.105%
24 10.892 1325 1327 1334 rVB6 44327 72516 1.10% 0.104%
25 11.098 1354 1362 1368 rBV5 48810 98339 1.49% 0.141%

26 11.845 1479 1489 1496 rBV2 174742 299300 4._.54% 0.428%
27 12.357 1564 1576 1585 rVB2 30276 85135 1.29% 0.122%
28 12.868 1652 1663 1664 rBV3 52908 106608 1.62% 0.153%
29 13.257 1723 1729 1736 rBV3 97860 174747 2.65% 0.250%
30 13.768 1807 1816 1823 rBV 2975585 4333475 65.79% 6.199%

31 14.045 1856 1863 1871 rVB 3252867 4935773 74.93% 7.061%
32 14.139 1874 1879 1884 rBV2 50189 73651 1.12% 0.105%
33 14.357 1908 1916 1929 rBV2 1924787 3105505 47.15% 4.442%
34 14.557 1942 1950 1956 rBV2 316751 504139 7.65% 0.721%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112017\
Data File : BM013056.D

Aca On : 20 Nov 2017 22:39

Operator : SJ/JU

Sample : 16489-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

Method :
Title :

35 15.351 2076 2085 2093 rBV 4262059 6235458 94.67% 8.920%

36 15.468 2099 2105 2112 rBV 1330286 1900262 28.85% 2.718%

37 15.539 2112 2117 2121 rVV6 39323 71836 1.09% 0.103%
38 15.586 2121 2125 2131 rVB 66158 95667 1.45% 0.137%
39 15.868 2166 2173 2179 rBv4 48954 88038 1.34% 0.126%

40 16.033 2196 2201 2206 rVB 100587 155913 2.37% 0.223%

41 17.104 2375 2383 2389 rVB 2405775 3508082 53.26% 5.018%
42 17.198 2393 2399 2410 rBV2 4438307 6366278 96.65% 9.107%
43 18.003 2532 2536 2541 rBV5 102978 153751 2.33% 0.220%
44 18.139 2554 2559 2566 rVB 151266 209274 3.18% 0.299%
45 18.245 2569 2577 2580 rBVY 129118 227673 3.46% 0.326%

46 18.292 2580 2585 2594 rVB 250848 445755 6.77% 0.638%

47 19.127 2722 2727 2733 rBY 59633 98456 1.49% 0.141%
48 19.292 2750 2755 2763 rBV2 174435 273456 4._.15% 0.391%
49 19.380 2766 2770 2775 rVB2 49006 72827 1.11% 0.104%

50 19.497 2783 2790 2795 rBV 4721996 6586806 100.00% 9.423%

51 21.286 3088 3094 3099 rBV 2616964 3267462 49.61% 4.674%
52 22.862 3359 3362 3368 rVB5 100634 155581 2.36% 0.223%
53 23.374 3442 3449 3456 rBV2 2663574 4920738 74.71% 7.039%
54 23.515 3466 3473 3479 rBV 1377944 2581668 39.19% 3.693%
55 24.080 3566 3569 3575 rVB5 100687 178714 2.71% 0.256%

Sum of corrected areas: 69904452
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013056.D

Aca On : 20 Nov 2017 22:39

Operator : SJ/JU

Sample - 16489-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013056.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013056.D

Aca On : 20 Nov 2017 22:39

Operator : SJ/JU

Sample - 16489-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617 .M
Quant Title : 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 Benzene, 1,3-dimethyl- Concentration Rank 1

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

5.39 10.08 ng/ul 781372 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 p-Xvlene 106 C8H10 000106-42-3 94
3 o-Xvlene 106 C8H10 000095-47-6 93
4 o-Xvlene 106 C8H10 000095-47-6 91
5 p-Xylene 106 C8H10 000106-42-3 91

Abundance Scan 392 (5.393 min): BM013056.D (-385) (-) m/z 91.05 100.00%
91.0
5000 106.1
A mi e a e S AR
391 511 650 (71 | 5.00 520 5.40 5.60 5.80
P T SO SO | OO N | m/z 106.10 42.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5102: Benzene, 1,3-dimethyl-
91.0
5000 106.0 A RARAN AR RARAS AR
5.00 5.20 5.40 5.60 5.80
m/z 105.10 19.54%
no B0 %0 o 70 |
0"w"w"”w"'ﬂ"'Wl“'w‘u'w"'m"“ll'“l”'“l'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91.0
N AAAS LRSS AR SRS R
5.00 5.20 5.40 5.60 5.80
5000 106.0 m/z 77.10 11.77%
o70 390 5L0 o 770
e R R UL AU SIS I I UL UL WS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5076: 0-Xylene I ABRERREEREEEE LS
91.0 5.00 520 5.40 5.60 5.80
m/z 39.10 9.72%
5000 106.0
51.0 77.0
ol 150 210 .??ﬂ? ST T i NP TR TN |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013056.D

Aca On : 20 Nov 2017 22:39

Operator : SJ/JU

Sample - 16489-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617 .M
Quant Title : 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 Benzene, (1-methylethyl)- Concentration Rank 2

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

6.22 8.45 ng/ul 655264 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
3 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 90

Abundance Scan 533 (6.222 min): BM013056.D (-523) (-) m/z 105.10 100.00%
105.1
5000
77.0 [T T T T
51.0 5.80 6.00 6.20 6.40 6.60
121.1
o LSS 1a40 2071 Ths57120.10 0 27.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9417: Benzene, (1-methylethyl)-
103.0
5000 R R U R
5.80 6.00 6.20 6.40 6.60
770 m/z 77.00 16.78%
0 27\ 0 N 5]‘- © ‘\ ! L 12\1'0
m/z--> 20 Jo 60 80 100 120 140 160 180 200
Abundance
105.0
5.80 6.00 6.20 6.40 6.60
5000 m/z 79.10 15.53%
77.0
270 510 121.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9411: Benzene, (l—methylethyl)— A| LI L B L BN B
105.0 5.80 6.00 6.20 6.40 6.60
m/z 103.10 12.72%
5000
510 70 L
27.0 ‘ 121.0
0"'I”"I”"I'”'“'ﬂ'l‘”'f'”'l'”'l'”'l'”'l'”' ISR SRS SRR
m/z--> 20 40 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013056.D

Aca On : 20 Nov 2017 22:39

Operator : SJ/JU

Sample - 16489-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617 .M
Quant Title : 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 1-Hexanol, 2-ethyl- Concentration Rank 4

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

7.78 3.30 ng/ul 256225 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 Heptane. 3-ethvl- 128 C9H20 015869-80-4 64
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 59
5 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 56

Abundance Scan 798 (7.781 min): BM013056.D (-794) (-) m/z 57.10 100.00%
57.1
5000 41.0
8 T 150 T 500 850
0 ,..J|~..,-|!..9.9,'2....,....,....,....,....,2‘.’7.'.1. m/z 41.05 47.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0
5000 41.0
7.40 7.60 7.80 8.00 8.20
83.0 m/z 55.00 29.36%
0 .]:S;Olu‘l“. e .‘ﬁ“‘. .|....|.1.1.2..O|....|....|....| R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 43.05 26.37%
41.0
83.0
18.0 112.0
e R S S SIS B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12668: Heptane, 3-ethyl-
57.0 7.40 7.60 7.80 8.00 8.20
m/z 70.10 21.74%
5000 41.0 06,0
0 ...|.‘l‘..‘l‘...“‘.‘luu‘“..|....|....|1.2.8..0.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013056.D

Aca On : 20 Nov 2017 22:39

Operator : SJ/JU

Sample - 16489-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617 .M
Quant Title : 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 Phenol, p-tert-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.83 ng/ul 299300 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 94
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 91
3 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 90
4 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 87
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 87
Abundance Scan 1490 (11.851 min): BM013056.D (-1479) (-) m/z 135.10 100.00%
136.1
5000 107.1
77.1 U PN SN SRR B
39.0 11.60 11.80 12.00 12.20
151.1
I T JY N R S 5|1 e 0L a7z 107.10 0 41.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23713: Phenol, p-tert-butyl-
135.0
5000 T T T T T T
107.0 11.60 11.80 12.00 12.20
41.0 70 ' m/z 150.10 20.49%
0 Illlgl'qlllllllﬁz'lolllIIIIIIIIIIIIIIIIIEI'ISL]I“PIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
1160 11.80 12,00 12.20
5000 m/z 77.10 15.71%
107.0
41.0
0L150 65.0 910 151.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #23717: Phenol, m-tert-butyl-
135.0 11.60 11.80 12.00 12.20
m/z 95.00 14 ._.70%
5000
107.0
41.0
0 . | \57'0\‘ 77\.‘0 | ‘ ! ‘ 15Ll'0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013056.D

Aca On : 20 Nov 2017 22:39

Operator : SJ/JU

Sample - 16489-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617 .M
Quant Title : 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 Benzeneacetic acid, .alpha.... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.29 2.54 ng/ul 445755 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. .alpha.-cvan... 228 C13H12N202 134882-04-5 56
2 Isoquinoline 129 C9H7N 000119-65-3 52
3 1.2-Benzenediacetonitrile 156 C10H8N2 000613-73-0 50
4 Quinoline 129 C9H7N 000091-22-5 47
5 Naphthalene, 1,2-dihydro-2-methyl- 144 C11H12 021564-79-4 42

Abundance Scan 2585 (18.292 min): BM013056.D (-2580) (-) m/z 129.10 100.00%

129.1
5000
156.0

18. OO 18 20 18. 40 18 60

51.0 77.0 102.1 177.9 207.0 281.0

Obrrrrrrrromioc i de |y 1779 2070 2BL( m/z 156.00 28.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84192: Benzeneacetic acid, .alpha.-cyano-4-(cyanomethyl)-...
129.0
156.0
5000

18. OO 18 20 18. 40 18 60

2.0 m/z 128.10 16.99%
R R e B o L o o R RARRNRRR R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
129.0
18.00 18.20 18.40 18.60
5000 m/z 115.05 13.52%
51.0 102.0
75.0
0 27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28411: 1,2-Benzenediacetonitrile
129.0 18.00 18.20 18.40 18.60
m/z 130.10 12.01%
5000
156.0
63.0 102.0
39.0
.1.‘?9....‘;..“..,“:..w,..‘..,“....,.l‘.. S R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112017\
Data File : BM013056.D

Acq On : 20 Nov 2017 22:39

Operator : SJ/JU

Sample - 16489-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .M
Quant Title : 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]
Benzene, 1,3-dime... 5.39 10.1 ng/ul 781372 1 7.72 1550920 20.0
Benzene, (1-methy... 6.22 8.4 ng/ul 655264 1 7.72 1550920 20.0
1-Hexanol, 2-ethyl- 7.78 3.3 ng/ul 256225 1 7.72 1550920 20.0
Phenol, p-tert-bu... 11.85 2.8 ng/ul 299300 2 10.50 2115480 20.0
Benzeneacetic aci... 18.29 2.5 ng/ul 445755 4 17.10 3508080 20.0
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