LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 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:\SVOASRV\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN121218MA.M
Title - SVOA CALIBRATION
Signal - TIC: BNO04227.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 6.299 557 563 570 rBB 145104 211613 10.51% 1.155%
2 6.787 640 646 653 rBB 137161 198251 9.85% 1.082%
3 6.993 676 681 690 rVB2 20473 43809 2.18% 0.239%
4 7.158 703 709 718 rBV 73817 118038 5.86% 0.644%
5 7.352 734 742 747 rBV 85865 133849 6.65% 0.731%
6 7.405 747 751 756 rVB3 14165 22262 1.11% 0.122%
7 7.822 816 822 828 rBV 104475 159684 7.93% 0.872%
8 8.187 878 884 890 rBB 90746 145287 7.22% 0.793%
9 8.293 897 902 909 rBB 62714 89265 4_.43% 0.487%
10 8.528 938 942 951 rVB 68589 111854 5.56% 0.611%
11 8.734 965 977 987 rBV5 13002 45600 2.27% 0.249%
12 8.840 989 995 1000 rBV 29024 58828 2.92% 0.321%

13 8.905 1001 1006 1012 rVvB2 70511 121977 6.06% 0.666%
14 8.993 1014 1021 1028 rBV 118231 224303 11.14% 1.225%

15 9.252 1057 1065 1067 rBV3 15070 30039 1.49% 0.164%
16 9.287 1067 1071 1075 rVB 16158 27472 1.36% 0.150%
17 9.593 1091 1123 1126 rBV 350430 2012915 100.00% 10.990%
18 9.616 1126 1127 1135 rVB2 39473 37795 1.88% 0.206%
19 9.710 1135 1143 1149 rBV2 103324 179919 8.94% 0.982%
20 9.834 1160 1164 1176 rVB4 19597 50407 2.50% 0.275%
21 10.105 1203 1210 1215 rBV 17807 44234 2.20% 0.242%

22 10.175 1215 1222 1225 rVV 49858 100068 4._.97% 0.546%
23 10.240 1225 1233 1242 rVB2 193720 414852 20.61% 2.265%
24 10.440 1254 1267 1274 rVB 76815 176867 8.79% 0.966%
25 10.516 1274 1280 1285 rVB2 31228 56866 2.83% 0.310%

26 10.616 1291 1297 1303 rBV 168142 277101 13.77% 1.513%
27 10.775 1320 1324 1329 rBV3 16726 27313 1.36% 0.149%
28 10.946 1337 1353 1361 rBV2 114559 361555 17.96% 1.974%
29 11.093 1369 1378 1387 rVB 137387 318936 15.84% 1.741%
30 11.193 1389 1395 1396 rBV3 27880 44096 2.19% 0.241%

31 11.263 1397 1407 1413 rVB4 56450 192675 9.57% 1.052%
32 11.440 1421 1437 1441 rBV6 53246 251695 12.50% 1.374%
33 11.522 1442 1451 1452 rBV2 113036 227765 11.32% 1.244%
34 11.605 1460 1465 1468 rBV 53719 80757 4.01% 0.441%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 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
Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
= SVOA CALIBRATION

35 11.657 1468 1474 1476 rBV2 103096 203895 10.13% 1.113%

36 11.746 1484 1489 1494 rBV 68414 107859 5.36% 0.589%

37 11.834 1500 1504 1505 rBV 36268 43476 2.16% 0.237%
38 11.934 1517 1521 1527 rVB4 35881 50577 2.51% 0.276%
39 11.993 1527 1531 1536 rVB4 24549 36480 1.81% 0.199%
40 12.069 1540 1544 1547 rBV2 23175 41855 2.08% 0.229%
41 12.187 1560 1564 1569 rBV4 25195 61566 3.06% 0.336%
42 12.246 1570 1574 1577 rVV2 56480 75169 3.73% 0.410%

43 12.293 1577 1582 1590 rVB5 73527 186101 9.25% 1.016%
44 12.381 1590 1597 1601 rBV5 61684 127360 6.33% 0.695%
45 12.457 1606 1610 1616 rVB4 61604 144590 7.18% 0.789%

46 12.616 1630 1637 1648 rVB5 128000 327636 16.28% 1.789%
47 12.716 1648 1654 1660 rBV3 64454 152929 7.60% 0.835%
48 12.934 1681 1691 1694 rBV3 78600 215565 10.71% 1.177%
49 13.022 1701 1706 1712 rBV5 59920 141328 7.02% 0.772%
50 13.146 1724 1727 1734 rVB2 55844 88713 4.41% 0.484%

51 13.222 1735 1740 1744 rBV2 48444 107345 5.33% 0.586%
52 13.334 1755 1759 1762 rBV5 43344 82595 4._.10% 0.451%
53 13.387 1763 1768 1773 rVvv4 130117 265769 13.20% 1.451%
54 13.463 1777 1781 1789 rVB3 118543 248813 12.36% 1.358%
55 13.828 1839 1843 1846 rBV2 66400 93485 4.64% 0.510%

56 13.869 1846 1850 1854 rBV 286008 415821 20.66% 2.270%
57 14.122 1888 1893 1894 rBV3 108246 170980 8.49% 0.934%
58 14.157 1895 1899 1904 rVB 356817 569701 28.30% 3.110%
59 14.340 1927 1930 1934 rBV5 65705 105960 5.26% 0.579%
60 14.463 1947 1951 1961 rBV3 255468 604388 30.03% 3.300%

61 15.457 2116 2120 2125 rVB 480426 657127 32.65% 3.588%
62 15.593 2139 2143 2151 rBV2 350149 617017 30.65% 3.369%
63 16.216 2246 2249 2257 rVB6 138852 270532 13.44% 1.477%
64 17.210 2414 2418 2428 rVB2 363343 595488 29.58% 3.251%
65 17.310 2430 2435 2443 rVB2 494438 714886 35.51% 3.903%

66 18.092 2564 2568 2574 rBV 123211 165515 8.22% 0.904%
67 19.357 2780 2783 2791 rVB 47662 70664 3.51% 0.386%
68 19.610 2820 2826 2832 rVB 592529 810070 40.24% 4.423%
69 21.075 3071 3075 3086 rVB 72819 100825 5.01% 0.550%
70 21.392 3124 3129 3135 rBV 530608 683788 33.97% 3.733%

71 21.945 3219 3223 3226 rBV 27765 31837 1.58% 0.174%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 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:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
Title = SVOA CALIBRATION

72 22.416 3299 3303 3313 rVB 47992 69908 3.47% 0.382%
73 22.933 3387 3391 3399 rVB 64085 98575 4_.90% 0.538%

74 23.516 3485 3490 3493 rBV 66468 113932 5.66% 0.622%
75 23.569 3493 3499 3508 rVB 521653 969476 48.16% 5.293%

76 23.716 3516 3524 3534 rVB2 384638 722485 35.89% 3.945%
77 24.180 3597 3603 3612 rVB 64042 118081 5.87% 0.645%

78 24.457 3646 3650 3657 rVB 11746 21794 1.08% 0.119%

79 24.945 3727 3733 3743 rVB2 49664 102971 5.12% 0.562%

80 25.839 3879 3885 3897 rVB2 30460 75841 3.77% 0.414%

81 26.098 3925 3929 3936 rVB2 17811 36856 1.83% 0.201%
Sum of corrected areas: 18315571
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
= SVOA CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN004227.D

800000

600000

400000 0.5

200000

6.99
0 , o
Time--> 3.00 350 400 450 500 550 6.00 650 7.00

750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BN004227.D
1546

800000 15,59

17.31
19.61

14.16

600000 17.4

=Y

16.22

400000

18.09

200000
19.36

e

e

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN004227.D

800000
600000 21.39 23.57
P3.72

400000

200000

21.07 22.93 23}J 24.18 24.94

22.42
ﬂ 21.95 24,46 A 25.846 10

N AL A

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 Benzene, (1-methylethyl)- Concentration Rank 2

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

6.30 26 .50 ng/ul 211613 1,4-Dichlorobenzene-d4 7.82
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 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90

Abundance Scan 563 (6.299 min): BN004226.D (-557) (- m/z 105.10 100.00%
105
5000
120
77 AN L
39 51 ] 83 91 6.00 6.20 6.40 6.60
) SN PSSV ~/MIMDON .. O N N S N m/z 120.10 26.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9416: Benzene, (1-methylethyl)-
105
5000 AN RS L
120 6.00 6.20 6.40 6.60
77 m/z 77.00 15.14%
ol 15 2 3 Sleges ) 91 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9417: Benzene, (1-methylethyl)-
105
600 620 640 6.60
5000 m/z 79.00 14 .04%
120
27 39 5‘1 63 77‘ 91 |
Ol e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9415: Benzene, (1-methylethyl)- ...,....,....,....,..../\
1 6.00 6.20 6.40 6.60

m/z 103.00 10.63%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 Benzene, propyl- Concentration Rank 4

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

6.79 24 .83 ng/ul 198251 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 Benzene. proovl- 120 C9H12 000103-65-1 91
3 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
4 Propanenitrile. 3-TI'(phenvimethvl... 160 C10H12N2 000706-03-6 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72

Abundance Scan 646 (6.787 min): BN004226.D (-640) (-) m/z 91.10 100.00%
dq1
5000
120 I I G —
39 51 95 78 105 6.40 6.60 6.80 7.00 7.20
| S i ' L v S S m/z 120.10  23.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9408: Benzene, propyl-
g1
5000 LRSS RN LIS R
6.40 6.60 6.80 7.00 7.20
120 m/z 65.00 10.44%
27 39 51 8 78 | 105
ot e e e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #9406: Benzene, propyl-
91
N'I”"P"W"”I'”ql”
6.40 6.60 6.80 7.00 7.20
5000 m/z 92.00 10.37%
120
15 27 39 51 65 78 | 105 |
mz> % 4 s 80 10 10 1o 1o 180 20
Abundance #70359: N-Benzyl-2-phenethylamine e e AR REam e
91 6.40 6.60 6.80 7.00 7.20
120 m/z 78.00 6.31%
5000
5
o 3951 | 77 | 105 | 134 158 178 211
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20

SOM-EPA-BN121218MA_M Thu Dec 27 15:19:10 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN121218MA.M
- SVOA CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Indane Concentration Rank 6

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

8.19 18.20 ng/ul 145287 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 91
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 87
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74

Abundance Scan 885 (8.193 min): BN004226.D (-878) (-) m/z 117.10 100.00%
117
5000
91 I RARSERARAE SAREE AR L
39 515865 77 103 7.80 8.00 820 8.40 8.60
o e et e e e e R e m/z 118.10 52.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane
117
5000 RSN LSS SRS RS
7.80 8.00 820 8.40 8.60
m/z 115.00 32.33%
39 5 63 9a
- B T NN SR R = L ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8949: Indane

5000

(o]

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8961: Benzene, 2-propenyl-
5000
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

AN
L L L B B

7.80 8.00 8.20 8.40 8.60

m/z 91.00 14 _.53%

7.80 8.00 8.20 8.40 8.60

m/z 116.10 7.55%

7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 Benzene, 1,2-diethyl- Concentration Rank 14

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

8.29 11.18 ng/ul 89265 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 94
4 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 94
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94

Abundance Scan 902 (8.293 min): BN004226.D (-897) (-) m/z 119.10 100.00%
105 119
5000 134
91
77 IS RSN SR AR AR
39 51 g5 65 | | | 8.00 8.20 8.40 8.60
o W e R PR B S m/z 105.10 97.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134 U A R IR
o1 8.00 8.20 8.40 8.60
77 m/z 134.10 47 .70%
PN O T 1 YN 0 W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 149
A e
8.00 8.20 8.40 8.60
5000 134 m/z 91.00 27.16%
91
27 39 51 __ g f
0.w.”.“.ﬁ\”.ﬁﬂn.ﬂuﬁiﬂnlnjﬂ.”um.nlﬂlw.mﬂL?gz“hq”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14839: Benzene, 1,3-diethyl- S R B
105 1419 8.00 8.20 8.40 8.60
m/z 77.00 17.04%
5000 134
91
77
ot 7 B S U ey e L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 5-Chloropentanoic acid, 2-t... Concentration Rank 22

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

8.84 7.37 ng/ul 58828 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Chloropentanoic acid. 2-tetrah... 220 C10H17CI03 1000293-48-8 53
2 DiethvImalonic acid. monochlorid... 262 C12H19Cl104 1000370-65-0 50
3 3-Methoxv-1-pentene 100 C6H120 014092-18-3 47
4 Cvclobutanecarboxvlic acid. 2-te... 184 C10H1603 1000282-21-9 40
5 Hexanoic acid, 2-tetrahydrofuryl... 200 C11H2003 002217-34-7 40

Abundance Scan 995 (8.840 min): BN004226.D (-989) (-) m/z 71.10 100.00%
!
5000
43
8 | o5 109 127 8.60 8.80 9.00 9.20
ol T — m/z 43.00 32.57%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76809: 5-Chloropentanoic acid, 2-tetrahydrofurylmethyl ester
7
5000 43
55 8.60 8.80 9.00 9.20
84 m/z 41.00 14 .88%
27 | 119
OI'“'AL'MW'J'I'”}?l"f”"P"'P"W"'W"”I'”'
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111984: Diethylmalonic acid, monochloride, tetrahydrofurf...
7
I h"l'”'l'”'l'”'l'”
8.60 8.80 9.00 9.20
5000 m/z 84.10 13.42%
43 84
ol 2 gl | O 115128 161 183 199 207
mz-> 20 45 60 8 100 120 140 160 180 200 220
Abundance #3835: 3-Methoxy-1-pentene A e e  maa
7 8.60 8.80 9.00 9.20
m/z 58.00 11.98%
5000 41
0 il \5\5 il 85 100
mz-> 20 4'0 60 8 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 9

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

8.90 15.28 ng/ul 121977 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 1005 (8.899 min): BN004226.D (-1001) (-) m/z 119.10 100.00%
119
5000
134 AA N
91 AN R LA L
39 51 65 77 | 105 8.60 8.80 9.00 9.20
o Y VGNP WY | NN | S m/z 134.10 28.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000 N SR LA UL
134 8.60 8.80 9.00 9.20
. m/z 91.00 19.21%
39 51 ., 65 105
0 .”,.%?.,”%?,...hn...ﬂu.ﬁ%....P..h,.”.q:.?ﬁ.ﬂ..v.htl.}%z....,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
8.60 8.80 9.00 9.20
5000 m/z 105.00 11.28%

41 51 58 65 77

27
ol 15

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /‘
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl- R ma e
8.60 8.80 9.00 9.20

m/z 117.10 10.57%

5000

N

8.60 8.80 9.00 9.20

SOM-EPA-BN121218MA_M Thu Dec 27 15:19:12 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 51

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

9.25 2.17 ng/ul 30039 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 Cl11H14 004912-92-9 58
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 58
3 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 58
4 1H-Indole. l1-methvl- 131 COHON 000603-76-9 53
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 Cl11H14 001685-82-1 50

Abundance Scan 1065 (9.252 min): BN004226.D (-1057) (-) m/z 131.10 100.00%
57
5000
a1 115 146 e el
||| || 7183 | ||1T3 | | 9.00 9.20 9.40 9.60
Obrrerrrrerrrrerrrbbr et etk - M/Z 57.05 64 . 45Y%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000 R RN R LR A
o1 9.00 9.20 9.40 9.60
0
115 146 m/z 59.00 24 .01%
27 39 51 6|5 77 103 ul
OFrrrprrrr st b e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
9.00 9.20 9.40 9.60
5000 m/z 91.00 20.74%
146
A A2 |
[ E— ...‘. S NS TS| | S PUSR FSMS RSS—viri— | FE— | I]| N— ..‘.‘. —
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 f M
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl- =
131 9.00 9.20 9.40 9.60
m/z 41.00 20.71%
5000
91 146
15 2 3 % e g5 | o1a3 Py
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 13'0 140 150 9.00 9.20 9.40 9.60

SOM-EPA-BN121218MA_M Thu Dec 27 15:19:13 2018 Page: 11



Library Search Compound Report

Data Path :

Data File : BN004226.D

Aca On - 27 Dec 2018 05:22
Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library > C:\Database\NIST11.
TIC Integration Parameters: LSCINT.

L
P

Z:\SVOASRVA\HPCHEMI\BNA N\DATA\BN122618\

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M

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 10 Hexanoic acid, 3,5,5-trimet...

R.T. EstConc
9.59 145.28 ng/ul

Hit# of 5 Tentative ID

Relative to ISTD

Concentration Rank 1

1 Hexanoic acid. 3.5.5-trimethyl-
2 Hexanoic acid. 3.5.5-trimethvl-
3 Hexanoic acid. 3.5.5-trimethvl-
4 3.3-Dimethvlheptanoic acid

5 Hexanoyl chloride,

158

3,5,5-trimethyl- 176

C9H1802
C9H1802
C9H1802
C9H1802
C9H17CIO

003302-10-1 91
003302-10-1 90
003302-10-1 90
067061-30-7 80
036727-29-4 40

143

Abundance Scan 1123 (9.593 min): BN004226.D (-1091) (-)
57
83
5000 a1
103
Obrrprrrr e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

m/z

57.10 100.00%

P

9.20 9.40 9.60 9.80 10.00

m/z

Abundance #30259: Hexanoic acid, 3,5,5-trimethyl-
57
5000
41
29
RIECR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

83.10 51.17%

%.

920 940 960 980 1000

m/z

¥

9.20 9.40 9.60 9.80 10.00

41.05 37.01%

m/z

Abundance #30258: Hexanoic acid, 3,5,5-trimethyl-
57
5000 83
41
103
125
0 \‘\‘ M‘ 69 11674 1‘\13
”P”quupuqu”“”q”upuquupuquupuq”upuqunpuq””

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

56.05 22.12%

=

Abundance #30257: Hexanoic acid, 3,5,5-trimethyl- e e R Rl s Ea T
57 9.20 9.40 9.60 9.80 10.00
m/z 60.00 19.14%
41
5000 83
103
0 \\ jae [ & 5,11 12 143 15

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

920 9.40 960 980 1000

SOM-EPA-BN121218MA_M Thu Dec 27 15:19:13 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 11 (DEL) Alkane: Cyclic9.62 Concentration Rank 49

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

9.62 2.73 ng/ul 37795 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 12
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 12
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 12
4 1-Azabicvclol2.2.2loctan-3-one 125 C7H11NO 003731-38-2 9
5 Methyl-2-0-methyl _alpha.d-glucop... 208 C8H1606 015064-82-1 9

Abundance Scan 1128 (9.622 min): BN004226.D (-1126) (-) m/z 97.10 100.00%
o7
85
5000 74

9.40 9.60 9.80 10.00

55

0...,....,....,....,....,..-..,....l,....,....,....,-....,....,. m/z 85.00 71.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69

9.40 9.60 9.80 10.00
m/z 98.10 69.45%

i | ‘| 63,

s Nl e e
o...“..w..”,..”,.”.,”.., S N
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #6749: Cyclohexane, 1,1-dimethyl-
97
55 IIIIIIIIIIIIIIIIIIIIIII
9.40 9.60 9.80 10.00
5000 41 69 m/z 74.00 41 _.98%
ol 13 \\ a7 || ea )| 778 o | 112
A AR ALY R B B R
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #6745: Cyclohexane, 1,1-dimethyl- e e
97 9.40 9.60 9.80 10.00
55 m/z 69.00 15.38%
5000 69
41
ol 15 L Jles ) 778 o || 112
i B R B B e AR R a SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.40 9.60 9.80 10.00

SOM-EPA-BN121218MA_M Thu Dec 27 15:19:14 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 12 unknown-01 Concentration Rank 34

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

9.83 3.64 ng/ul 50407 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 6-ethvloct-3-vl hex... 314 C18H3404 1000309-34-4 40
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 32
3 Pentanoic acid. 1.1-dimethvlprop... 172 C10H2002 117421-32-6 32
4 Octane. 4-methvl- 128 C9H20 002216-34-4 16
5 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 14

Abundance Scan 1163 (9.828 min): BN004226.D (-1160) (-) m/z 85.05 100.00%
43 70 8b
55
5000
% 1 141
| 9.60 9.80 10.00 10.20
O e m/z 43.00 91.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #156379: Oxalic acid, 6-ethyloct-3-yl hexyl ester
43 57 85
71
5000 RS R AN NN SUN
9.60 9.80 10.00 10.20
29 gg 111 141 m/z 70.10 86.00%
o | |, 129 | 157 185
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12714: Hexane, 2,3,4-trimethyl-
43
9.60 9.80 10.00 10.20
5000 57 71 85 m/z 71.00 82.72%
N | 99 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39611: Pentanoic acid, 1,1-dimethylpropy! ester
43 m 8b 9.60 9.80 10.00 10.20
57 m/z 81.00 78.75%
5000 29
U I""I""I'"'I""I""I""I"}?T""I"
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20

SOM-EPA-BN121218MA_M Thu Dec 27 15:19:14 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 15 unknown-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.44 12.77 ng/ul 176867 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecvne 236 C17H32 026186-00-5 38
2 1-Octadecvne 250 C18H34 000629-89-0 38
3 trans-4-Methvlcvclohexanol. trif... 210 C9H13F302 1000364-13-8 35
4 Furan. 2-ethvl- 96 C6HB80 003208-16-0 30
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 27
Abundance Scan 1267 (10.440 min): BN004226.D (-1254) (-) m/z 81.05 100.00%

5000

10.20 10.40 10.60 10.80
m/z 55.00 74.22%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #90938: 1-Heptadecyne

10.20 10.40 10.60 10.80
m/z 97.10  70.54%

5000

01
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #102602: 1-Octadecyne
41 8l
55 @7
10.20 10.40 10.60 10.80
5000 29 96 m/z 96.10 66.39%
109
by 85l sl Al e 27, 5L 185
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #69897: trans-4-Methylcyclohexanol, trifluoroacetate L R o B ./\, T
8l 10.20 10.40 10.60 10.80

m/z 41.00 64 .63%

5000 55 9
69

15 29 \\ ‘ \\ ‘ “ 112 125 141 153

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10 20 10. 40 10 60 10 80

o

SOM-EPA-BN121218MA_M Thu Dec 27 15:19:15 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 16 Butanoic acid, ethyl ester Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
10.52 4.10 ng/ul 56866 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. ethvl ester 116 C6H1202 000105-54-4 59
2 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 35
3 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 25
4 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 25
5 Methyl propionate 88 C4H802 000554-12-1 23
Abundance Scan 1281 (10.522 min): BN004226.D (-1274) (-) m/z 71.05 100.00%
43 !
88
5000 59 /\v/\/\A\
101 -- LR SR RIS AR
| 5| ‘ | 95 113 10,20 10.40 10.60 10.80
O el e e i e e e e | MZZ 43.05 89 .56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8142: Butanoic acid, ethyl ester
43 !
29 a8
5000 R AR BN BN IR
10,20 10.40 10.60 10.80
60 m/z 88.00 77.18%
0...,.??.,..!!;..?jil!L.,..h.,....,!L..,....,. ..}?}...,.%}é,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1793: 3-Buten-2-ol, 2-methyl-
!
43
10.20 10.40 10.60 10.80
5000 . m/z 73.00 42 .26%
0 ‘M ‘ 71 ‘ | 65 | 1 86
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1791: 3-Buten-2-ol, 2-methyl-
43 7 10.20 10.40 10.60 10.80
m/z 59.00 41.12%
5000
59
\1\8 H “\H ‘\‘ M 86
Ot “'w'“l“'w'“'w'“l“*w'“'w'“l“'w'“
m/z--> 10 20 30 70 80 90 100 110 120 10.20 10.40 10.60 10.80

SOM-EPA-BN121218MA_M Thu Dec 27 15:19:16 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 17 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.95 26.10 ng/ul 361555 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 2-(acetvlamino)- 129 C5H7NO3 005429-56-1 38
2 Acetic acid. 3-ethvlpent-3-vl ester 158 C9H1802 1000368-76-0 22
3 Propanoic acid. 2-methvl-. ethvl... 116 C6H1202 000097-62-1 14
4 4.4-Ethvlenedioxv-1-pentvlamine 145 C7H15N02 066442-97-5 14
5 Butanal, 4-[(tetrahydro-2H-pyran... 172 C9H1603 054911-85-2 14
Abundance Scan 1354 (10.952 min): BN004226.D (-1337) (-) m/z 87.00 100.00%
87
43
57 71
5000
116
129 IR UNARSA AR
| | | | 79| 101 | | || 10.60 10.80 11.00 11.20
Obrrrprrerprrrr e el LW Tm/z 43,05 76.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12825: 2-Propenoic acid, 2-(acetylamino)-
43
5000 87 NN SRR UG
10.60 10.80 11.00 11.20
0
15 ‘ e 11 129 m/z 88.00 60 .55%
o , 27 36 J . 52 | 69 77 || 94101
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #30290: Acetic acid, 3-ethylpent-3-yl ester
87
10.60 10.80 11.00 11.20
5000 43 m/z 41.05 56.97%
57 O 98 129
0 15 \2\9 \‘\ ‘ 50 ‘\‘ “ 77 Jl ‘\ 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8213: Propanoic acid, 2-methyl-, ethyl ester A maa
43 10.60 10.80 11.00 11.20
- m/z 71.05 53.26%
5000
29 88 116
oL 15 \“ 36/, 55 ] 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10,60 10.80 11.00 11.20

SOM-EPA-BN121218MA_M Thu Dec 27 15:19:17 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 18 Butanoic acid, 2-ethyl-, me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.09 23.02 ng/ul 318936 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-ethvl-., methvl ... 130 C7H1402 000816-11-5 53
2 Oxirane, 2.2"-T1.4-butanedivlbis... 202 C10H1804 002425-79-8 22
3 3-Butoxv-2.4-dimethvl-1-pentene 170 C11H220 1000159-08-6 22
4 Sulfurous acid. nonvl pentvl ester 278 C14H3003S 1000309-14-2 22
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 22
Abundance Scan 1378 (11.093 min): Bl\dl)004226.D (-1369) (-) m/z 102.10 100.00%
102
71 87
43 57
5000
129 e I .”. .
111 144 10.80 11.00 11.20 11.40
o} bl ey m/z 71.05 74 .85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13536: Butanoic acid, 2-ethyl-, methyl ester
43 102
87
71
5000 L B SR UL B
55 10.80 11.00 11.20 11.40
29 m/z 87.00 72.70%
o 115 131
o} I B e T e
m/z--> 20 40 60 80 100 120 140 160 '
Abundance #62303: Oxirane, 2,2'-[1,4-butanediylbis(oxymethylene)]bis-
57 7
10.80 11.00 11.20 11.40
5000 29 3 m/z 43.05 60.32%
‘ o 100 129
o .1.5| .‘l..‘,hl‘. .‘l“l i .“l“‘.l.‘...l..l.l:?l..‘. i I1'45" —
m/z--> 20 40 60 80 100 120 140 160
Abundance #38267: 3-Butoxy-2,4-dimethyl-1-pentene L
7 10.80 11.00 11.20 11.40

m/z 57.10 59.46%

5000
127

M \‘ , 8 97 114 | 136146155 170

0...,....,....,.n..,.”.,....,....,....,...., = NN

m/z--> 20 80 100 120 140 160 10.80 11.00 11. 20 11.40

SOM-EPA-BN121218MA_M Thu Dec 27 15:19:17 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 19 unknown-04 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.19 3.18 ng/ul 44096 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2.3-Dimethvithiophane 116 C6H12S 005161-77-3 27
2 Trimethvisilvloxvcvclobutane 144 C7H160Si 131929-91-4 17
3 1.4-Dioxane. 2-ethvl-5-methvl- 130 C7H1402 053907-91-8 17
4 Methvl(methvl-2.4-di-0O-methyvl.al... 250 C10H1807 1000312-07-9 16
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 16
Abundance Scan 1395 (11.193 min): BNOO4226.D(b(—1389) ) m/z 101.00 100.00%
101
a1 71 116
5000 S7 g5 94
127
109 138 VAN AWAS A i
W JIab b T e
O A s (L e R m/z 116.10 69.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8233: cis-2,3-Dimethylthiophane
101
41
5000 116
59 74 10.80 11.00 11.20 11.40 11.60
m/z 71.05 64 .66%
OHIII”IIII” III|I||||| ]]‘II |||I 'III'.'I!I |!'|||||||'|||||||||||||n.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20750: Trimethylsilyloxycyclobgtane
101
16 N A SR BRI B
10.80 11.00 11.20 11.40 11.60
5000 m/z 41.00 63.55%
73
45 99
27 “ 85 I | 129
S L R R AR RS RRAN AR AR RSN SRR LA BARSN SARRE A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13490: 1,4-Dioxane, 2-ethyl-5-methyl- N EREamEEas L
43 10.80 11.00 11.20 11.40 11.60
m/z 43.05 61.72%
5000 - 101
29 57
83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10,80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 20 Butanoic acid, 2-ethyl-2,3,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.26 13.91 ng/ul 192675 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-ethvl-2.3.3-tri... 158 C9H1802 038541-67-2 50
2 Decanoic acid. 3-methvl- 186 C1l1H2202 060308-82-9 43
3 1-Butene. 1-(methvlthio)-. (E)- 102 C5H10S 017414-27-6 43
4 1-Butene. 1-(methvlthio)-. (2)- 102 C5H10S 017414-15-2 43
5 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 40
Abundance Scan 1406 (11.257 min): BN004226.D (-1397) (-) m/z 102.05 100.00%
g7 102
71
5000 57
41
| 115 177 1T3 11.00 11.20 11.40 11.60
o N m/z 87.00 98.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30311: Butanoic aC|d, 2-ethyl-2,3,3-trimethyl-
57 g7 102
41
5000
29 11.00 11.20 11.40 11.60
- m/z 71.10 58.54%
113 143 158
0 1L"""lm""l""l'"'l""l"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50074: Decanoic acid, 3-methyl-
87
a 11,00 11.20 1140 11.60
5000 m/z 57.05 48.92%
29
97 126 143
oL .:.L8| ALy ﬁ i ALl I“l‘ l ; "‘I ; .].-1.5| .‘.‘. — ‘. T .:I.J.l. |1|8|6|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4368: 1-Butene, 1-(methylthio)-, (E)- L R B
87 102 11.00 11.20 11.40 11.60
45 m/z 41.00 36.02%
5000
27
OIIIII‘I\I “ HHM M:||“l‘|||“l|||||||||||||||||||||| L R B e
m/z--> 20 80 100 120 140 160 180 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 21 unknown-05 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.44 18.17 ng/ul 251695 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2-propvl-. methy... 158 C9H1802 022632-59-3 35
2 Ethanol. 2.2°-T1l.2-ethanedivlbis... 234 C10H1806 000111-21-7 22
3 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 22
4 1-l1odo-2-methvlnonane 268 C10H211 1000101-47-9 22
5 2-Butanol, 3-bromo-, acetate 194 C6H11Bro02 005798-81-2 14
Abundance Scan 1437 (11.440 min): BN004226.D (-1421) (-) m/z 87.00 100.00%
8
71
5000
11.20 11.40 11.60 11.80
0 m/z 71.05 72.95%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #30314: Pentanoic acid, 2-propyl-, methyl ester
8
5000 57 116 LRI BN BULULE BN B
07 41 11.20 11.40 11.60 11.80
m/z 43.05 58.67%
RN
O'I”'W'L'MHH%HM'ﬂ e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #88552: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diacetate
8
43 " 11.20 11,40 11.60 11.80
5000 m/z 85.05 46 .58%
o || 58 73 | 101 117131145 161174 190 234
m/z--> 0 20 Jo éo 80 160 150 140 160 180 200 220
Abundance #7653: Pentane, 2,3,3-trimethyl- A e e
43 11.20 11.40 11.60 11.80
m/z 57.05 45_.83%
5000 71
57
27 85
2 15 | \“ L] e
m/z--> 0 25 40 60 éo 160 120 140 160 180 200 220 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 22 unknown-06 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.52 16.44 ng/ul 227765 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane. propvl- 130 C7H14S 001551-34-4 38
2-12-T2-(2-Butoxvethoxv)ethoxvle. .. 292 C14H2806 1000351-93-9 35
3 Heptanoic acid. 2.6-dimethvl-, m._. 172 C10H2002 033315-72-9 35
4 Butanoic acid. 2-ethvl-., 1.2.3-p... 386 C21H3806 056554-54-2 35
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 35
Abundance Scan 1451 (11.522 min): BN004226.D (-1442) (-) m/z 87.00 100.00%
87
5000
43 130
101
‘ || | 116 11.20 11.40 11.60 11.80
o} ' el '”,n.ﬂ,.vnw....“...“...,”. m/z 88.05 79.49%
m/z--> 20 40 100 120 140 160 180 200
Abundance #13582. Thiophane, propyl-
87
5000
11.20 11.40 11.60 11.80
101 130 m/z 43.10 35.68%
55 g7 115
O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #137492: 2-[2-[2-(2-Butoxyethoxy)ethoxy]ethoxy]ethyl acetate
87
1120 11.40 11.60 11.80
5000 43 m/z 41.05 30.64%
57
ol 15 ‘\ | “ AL ‘M 117 131 145 162 175 191 205
m/z--> 20 40 60 80 100 150 140 160 180 200
Abundance #39614: Heptanoic acid, 2,6-dimethyl-, methy! ester A B
88 11.20 11.40 11.60 11.80
m/z 130.10 29.76%
5000
101
41 57
0 1\5 \2\9 \H H\ 6\9\ b 1 115 129 141 157
m/z--> 20 40 60 85 100 120 150 160 180 200 11,20 11,40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 23 unknown-07 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.60 5.83 ng/ul 80757 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-butvl-4-methvl- 144 C8H1602 074094-60-3 38
2 2-Tridecanone. O-methvloxime 227 C14H29NO 036379-38-1 35
3 1.2-Cvclohexanediol. 1-methvl-4-._._ 216 C11H2004 056859-97-3 35
4 1.3-Dioxolane. 2-(1.1-dimethvlet... 144 C8H1602 006135-54-2 17
5 1,3-Dioxolane, 2-(3,4-dihydroxy-... 214 C11H1804 1000162-73-6 17
Abundance Scan 1464 (11.599 min): BN004226.D (-1460) (-) m/z 102.10 100.00%
87 102
5000
|‘ | 129 11.20 11.40 11.60 11.80 12.00
o...,....'i.-..-.ll,..”..,.:-..,.-...,....,.... S — m/z 87.00 89.26%
m/z--> 20 100 120 140 160 180 200 220
Abundance #20938. 1,3-Dioxolane, 2-butyl-4-methyl-
87
5000
m 11.20 11.40 11.60 11.80 12.00
- m/z 43.10 30.15%
0 |‘|I. i 100 117129 143
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83616: 2-Tridecanone, O-methyloxime
87
42 11.20 11,40 11,60 11.80 12.00
5000 m/z 41.05 18.00%
29 57 100
AR e || mea 142 156 180 196 211 227
m/z--> 20 40 60 80 160 150 140 160 180 200 220
Abundance #73911: 1,2-Cyclohexanediol, 1-methyl-4-(2-methyl-1,3-diox... A a e b
87 11.20 11.40 11.60 11.80 12.00
m/z 55.00 15.99%
5000
43
oL 27 55 71 | 99111 129141154 172184 201
m/z--> 20 b 60 %1&1%1&1&1&2%2% 1120 11.40 11,60 11.80 12.00
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Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA N\DATA\BN122618\

Data Path :

Data File : BN004226.D

Aca On - 27 Dec 2018 05:22
Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Mult

Quant Method
Quant Title

SVOA CALIBRAT

iplier: 1

10N

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters:

LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M

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 24 1-Butene,

1-(methylthio)-, ...

Concentration Rank 10

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

11.66 14.72 ng/ul 203895 Naphthalene-d8 10.62

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 1-(methvlthio)-. (2)- 102 C5H10S 017414-15-2 53
2 Hexanoic acid. 2-ethvl-. methvl ... 158 C9H1802 000816-19-3 42
3 Hexanoic acid. 2-ethvl-. methvl ... 158 C9H1802 000816-19-3 42
4 Hexanoic acid. 2-ethyl-. methvl ... 158 C9H1802 000816-19-3 42
5 1-Butene, 1-(methylthio)-, (E)- 102 C5H10S 017414-27-6 42

Abundance

5000

o

Scan 1474 (11.657 min):

43

87

BN004226.D (-1468) (-)
102

I 116 127 143

m/z-->

10 20 30 40 50 60 70 80

90 100 110 120 130 140 150 160

Abundance

5000

#4367 1-Butene, 1-
8

45
55

|| 31| || ..| ||| 7|:|L A

(methylthio)-, (2)-
7 102

o

m/z-->

10 20 30 40 50 60 70 80

90 100 110 120 130 140 150 160

Abundance

5000

#30307: Hexanoic acid,

8

57

29 41

Ll %
L, | 1 i L

2-ethyl-, methyl ester
7 102

130
115

\ \‘\ ‘ Ll 143

o

m/z-->

10 20 30 40 50 60 70 80

90 100 110 120 130 140 150 160

Abundance

5000

#30306: Hexanoic acid,

8

57
15 o7

2-ethyl-, methyl ester
7 102

115 130
il | 143 158

m/z 102.10 100.00%

11.40 11.60 11.80 12.00

m/z 87.00 95.12%

11.40 11.60 11.80 12.00

m/z 43.10 46.71%

11.40 11.60 11.80 12.00

m/z 41.05 32.12%

11.40 11.60 11.80 12.00

m/z 71.10 27 .80%

m/z-->

10 20 30 40 50 60 70 80

90 100 110 120 130 140 150 160

11.40 11. 60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 25 unknown-08 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
11.75 7.78 ng/ul 107859 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methoxv-3.3-diethvltriazene 2-... 147 C5H13N302 112753-63-6 35
2 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 22
3 Dichloroacetic acid butvl ester 184 C6H10CI1202 029003-73-4 14
4 2-Propenoic acid., 2-methvl-. 1.1... 142 C8H1402 000585-07-9 14
5 2-Propanamine, N-methyl-N-nitroso- 102 C4H10N20 030533-08-5 12

Abundance Scan 1490 (11.752 min): BN0O04226.D (-1484) (-) m/z 57.05 100.00%
102
41 69
5000 129
87 SN e
111 ‘ | 171 11.40 11.60 11.80 12.00
0 e m/z 102.00 73.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22332: 1—Methoxy—3,3—died§hyltriazene 2-oxide
102
29 44
5000 132
57 11.40 11.60 11.80 12.00
87 m/z 69.10 57.30%
71 147
0"'I' IIIIIIIII II"I:”'I""II""I""'I'I"'I""I
m/z--> 20 40 60 80 100 120 140 160
Abundance #13546: Formic acid, 3,3-dimethylbut-2-yl ester
57
11,40 11,60 11.80 12.00
5000 m/z 41.00 49_.23%
41 69
87
0"1'5I'2'9"I"'I""I""I":!-l'sl""l""I""I
m/z--> 20 40 60 80 100 120 140 160
Abundance #49014: Dichloroacetic acid butyl ester R i o
57 11.40 11.60 11.80 12.00
m/z 129.10 36.01%
5000 29 4
83
0"'I"a"‘l“ll""‘l"7'3lI"""I':!-]‘-'l'l""l""I""I
m/z--> 20 40 60 80 100 120 140 160 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 26 unknown-09 Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
11.83 3.14 ng/ul 43476 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hvdrazine. 1.2-bis(l-methvlethvl)- 116 C6H16N2 003711-34-0 45

2 cis-2.3-DimethvIthiophane 116 C6H12S 005161-77-3 38
3 Allvlthiourea 116 C4H8N2S 000109-57-9 32
4 3-Hexanol. 3-ethvl- 130 C8H180 000597-76-2 32
5 4-Ethyl-4-heptanol 144 C9H200 000597-90-0 25
Abundance Scan 1503 (11.828 min): BN0O04226.D (-1500) (-) m/z 101.05 100.00%
191
59 116
5000 40
73
“%| 67, | %” |” |n3 11.60 11.80 12.00 12.20
o} S 1| T e TS 1 N || S M m/z 59.00 75.33%

m/z--> 20 30 40 50 60 70 8 90 100 110 120 130

Abundance #8272: Hydrazine, 1,2-bis(1-methylethyl)-
31
43
101 116
73

5000 58 .... R
nmnmnmnm

m/z 116.00 72.97%

85

m/z--> 20 30 40

oL

50 60 70 80 90 100 110 120 130

Abundance

#8233: cis-2,3-Dimethylthiophane

101
41 11.60 11.80 12.00 12.20
5000 116 m/z 41.00 44 _45%
74
‘ 7 53 ‘
O .‘“‘.“”‘ ‘nh.,wuﬂ,”..ln....u,.”.,”
m/z--> 20 30 40 5 70 80 90 100 110 120 130
Abundance #7978. Allylthiourea  AmE BE o

11.60 11.80 12.00 12.20
m/z 73.00  34.40%

5000

11. 60 11. 80 12. 00 12. 20

m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 27 unknown-10 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.65 ng/ul 50577 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl-3-... 166 Cl12H22 074421-09-3 38
2 7-Oxabicvclol2.2.1Theptane. 1-me... 154 C10H180 000470-67-7 35
3 3-Isopropvl-5-methvl-hex-4-en-2-one 154 C10H180 077142-85-9 35
4 Cvclooctane. ethvl- 140 C10H20 013152-02-8 35
5 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 35
Abundance Scan 1520 (11.928 min): BN004226.D (-1517) (-) m/z 71.05 100.00%
7 111
43
5000 55
11,60 11.80 12.00 12.20
o} m/z 111.10 91.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35223: Cyclopentane, 1,1,3-trimethyl-3-(2-methyl-2-propenyl)
60
111
5000 55 “’TTWVTTTTT- BN ARRE
95 11.60 11.80 12.00 12.20
a1 m/z 69.05 86.10%
o 2l 8L | 123 137 151 165
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #26955: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet...
43
t 11 11,60 11.80 12.00 12.20
5000 55 m/z 43.05 65.39%
27 125
81 154
0 “l"jm"'“"'w'“‘h"”H"'ﬁt“lw??“w"“4"'w“"w"}i?"'vl"l“"l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #26800: 3-Isopropyl-5-methyl-hex-4-en-2-one e m e e  RARRE
69 11 11.60 11.80 12.00 12.20
m/z 88.00 59.48%
5000
43 55
oL L8 9 |11 139 154
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 28 (DEL) Alkane: Cyclicl1.99 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.63 ng/ul 36480 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 18
2 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 14
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 14
4 Cvclopropane. l1-ethvl-1-methvl- 84 C6H12 053778-43-1 14
5 (S)-3-Ethyl-4-methylpentanol 130 C8H180 1000144-07-1 14
Abundance Scan 1531 (11.993 min): BN004226.D (-1527) (-) m/z 97.05 100.00%
41
5000 110
il ”M|M| h| \1B 11160 1180 1200 1220 1240
Orreprrrr s e ' ' I 1 el m/z 55.00 95.01%
m/z--> 10 20 30 40 90 100 110 120 130
Abundance #1515. 2- Pentene, 3- methyl , (-
a4
69
55
5000 R SRR BRI SURBILN B
84 nmnmnmnmnm
27 m/z 69.00 82.43%
0 n |||| 48 ||| 62I| "
S A R AR RN RS RS RS RS ALY SARSS SRS SRRRN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1473: 2-Pentene, 3-methyl-
a4 69
11.60 11.80 12.00 12.20 12.40
5000 55 84 m/z 41.00 64.92%
0 ”I'%?'I'“Lh"'ﬂih'”I'“"F%'Mﬁ"??l"”I""I"'W""I""P
m/z--> 10 20 40 50 60 70 80 90 100 110 120 130
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis- R B e e e
55 97 11.60 11.80 12.00 12.20 12.40

m/z 74.00 63.83%

5000 41
112

‘ ‘ 83
15 m il A ‘ \‘

m/z--> 10 20 30 40 50 80 90 100 110 120 130 11.60 11.80 12.00 12.20 12.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 29 2-Propanol, 1,1"-[(1-methyl... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
12.07 3.02 ng/ul 41855 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.1°-T(1-methvl-1.2-... 192 C9H2004 001638-16-0 53
2 2-Propanol. 1-(2-butoxv-1-methvl... 190 C10H2203 029911-28-2 50
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 50
4 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 50
5 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 40
Abundance Scan 1544 (12.069 min): BN004226.D (-1540) (-) m/z 59.00 100.00%
5o
2000 ,\/\ JA M\AM‘
41 73 103 ]_25 lllllllllllllllllll
i &93|| 11:80 12,00 12.20 12.40
0---|----H---Wi--“-ﬂ-- w....,....,....,....,. m/z 73.00 20.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55040: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy...
59
5000 L BLI UL SN I
11,80 12,00 12.20 12.40
31 45 103 m/z 103.00 20.13%
ol 18 |l 73 s | M s 161
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59
11.80 12.00 12.20 12.40
5000 m/z 69.05 19.40%
103
oL 15 LJ || 73 88 | 115 131 146 172
miz--> 2'0 & 0 8 100 130 140 10 180
Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)- A BRREEEEEE
59 11.80 12.00 12.20 12.40
m/z 125.10 17.89%
5000
31 45 103
0 15 i ‘ ‘H ‘ 1l 75 89
m/z--> 20 4'0 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 30 unknown-11 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.19 4.44 ng/ul 61566 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2.2-diethvl- 144 C8H1602 000813-58-1 25
2 Butanoic acid. 2-formvl-2-methvl... 158 C8H1403 1000197-63-2 14
3 4-Heptanol. 2.4-dimethvl- 144 C9H200 019549-77-0 12
4 Decane. 3-bromo- 220 C10H21Br 030571-71-2 10
5 1,2-Butanediol, 3,3-dimethyl- 118 C6H1402 059562-82-2 10
Abundance Scan 1565 (12.193 min): BN004226.D (-1560) (-) m/z 57.10 100.00%
q7
88
5000
11.80 12.00 12.20 12.40 12.60
01 m/z 88.00 73.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20904: Butanoic acid, 2,2-diethyl-
57
43
5000 “/ﬁ"' NSRRI 777?
73 88 9 11.80 12.00 12.20 12.40 12.60
29 m/z 43.10 58.92%
. A T
m/z--> 15 ﬁo 35 45 éo 60 70 85 §0 160 110 150 1§o 150 1%0 1éo
Abundance #30075: Butanoic acid, 2-formyl-2-methyl-, ethyl ester
29 g7
43
69 11.80 12)00 12!20 12)40 12)60
5000 130 m/z 81.00 57.38%
57
102 115
0 ”'I”"P"W"”I“""'W"”I'Z?' I"”I'”'I”"P"'"”I“"P'%ﬁg'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21151.: 4—Heptan0|, 2,4- dlmethyl LA BLELLEL BN LR B
g7 11.80 12.00 12.20 12.40 12.60
43 m/z 41.00 56.53%
101
5000 27
57
129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11. 80 12. 00 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 31 unknown-12 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.25 5.43 ng/ul 75169 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane. propvl- 130 C7H14S 001551-34-4 47
2 Thiophene. 2-butvltetrahvdro- 144 C8H16S 001613-49-6 47
3 Thiophane. propvl- 130 C7H14S 001551-34-4 47
2-T2-T2-T2-(2-Butoxvethoxv)ethox... 336 C16H3207 1000351-94-0 43
5 2-[2-(2-Butoxyethoxy)ethoxy]ethy... 248 C12H2405 1000351-94-1 37
Abundance Scan 1575 (12.252 min): BN0O04226.D (-1570) (-) m/z 87.00 100.00%
g
5000 43 102
| j?l | 116 130 T " 12.00 12:20 12.40 12.60
Ol prrrerrrrprre el bl el 1l Tmzz 102.000 47.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13582: Thiophane, propyl-
g7
5000 A e
12.00 12.20 12.40 12.60
101 130 m/z 43.05 42 .71%
55 g7 115
OHV'“w“'v“w'“w”L””*l““ﬁ'Jh'“v“'w“w'“W”'WH“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21044: Thiophene, 2-butyltetrahydro-
g7
" 12.00 12.20 12.40 12.60
5000 m/z 41.00 22 .23%
27
101 144
0"I'%?'I“"I'"Wk'k'lﬂt'u"JW""I'“ll""”"'l}}ﬁl"}?ﬁ"'l"“l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13581.: Thiophane, propyl— LA L L L L B
g7 12.00 12.20 12.40 12.60

m/z 85.10 21.62%

5000
101 130 \\p\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12. OO 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 32 unknown-13 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.29 13.43 ng/ul 186101 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pvridinol-1-oxide 111 C5H5NO02 006602-28-4 22
2 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 18
3 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 14
4 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 14
5 Trimethylboroxine 126 C3H9B303 000823-96-1 14
Abundance Scan 1582 (12.293 min): BN004226.D (-1577) (-) m/z 57.10 100.00%
41 69 % i
5000
83
129 SR PN SUNILR BN B
141 153 12.00 12.20 12.40 12.60
o} m/z 95.10 67.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6065: 3-Pyridinol-1-oxide
95 111
5000 39 55 SRR SUNILR BN B
12.00 12.20 12.40 12.60
28 68 m/z 88.00 63.11%
84
oL 14 7 Il 76 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6037: Cyclopentane, 1,2-dimethyl-3-methylene-, cis-
95
RSN RARRN AR A aas
12.00 12.20 12.40 12.60
5000 41 67 o m/z 111.10 60.86%
2! 55 110
0 | ‘ 1}, whH\ m ‘ Al il A
RN SN AR RN AR AN REREN SRR NRAS SRS RARAN RARAS LA KRR SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5981: Cyclohexene, 1,2-dimethyl- B B .
o7 95 12.00 12.20 12.40 12.60
81 m/z 69.10 59.32%
110
5000 4
27 55
G B L A KR RS R B R LA LALRS LARAS ARSI RARRA ARSI R SRR SUNILR BN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 33 unknown-14 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.38 9.19 ng/ul 127360 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(Cvclopropvl-nitro-methvl)-cvc... 185 C9H15N03 1000186-67-0 35
2 4-Hexen-3-one. 4.5-dimethvl- 126 C8H140 017325-90-5 30
3 4-Hepten-3-one. 4-methvl- 126 C8H140 022319-31-9 27
4 3-Heptene. 4-propvl- 140 C10H20 004485-13-6 27
5 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 18
Abundance Scan 1597 (12.381 min): BN004226.D (-1590) (-) m/z 43.05 100.00%

97

5000

12.00 12.20 12.40 12.60
m/z 55.05 96.65%

04
m/z--> 20 40 60 80 100 120 140 160
Abundance #49759: 1-(Cyclopropy!-nitro-methyl)-cyclopentanol
41

12,00 12.20 12.40 12.60
m/z 97.05  90.92%

5000

150159168

04
m/z--> 20 40 60 80 100 120 140 160
Abundance #11413: 4-Hexen-3-one, 4,5-dimethyl-
41 9 97
R B o )
12.00 12.20 12.40 12.60
5000 m/z 41.00 82.65%
29
126
15
m/z--> 20 40 80 100 120 140 160
Abundance #11374. 4-Hepten-3-one, 4-methyl- L B o
41 97 12.00 12.20 12.40 12.60
69 m/z 69.05 73.48%
5000 27
57 126
1\5 I ‘\ 1l \‘ Ll 82 1 111 ‘
O e e T e e e R e R e
m/z--> 20 40 60 80 100 120 140 160 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 34 unknown-15 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.46 10.44 ng/ul 144590 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl-3-... 166 Cl12H22 074421-09-3 35
2 Succinic acid. di(3.5-dimethvlcyv... 338 C20H3404 1000330-05-9 25
3 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 22
4 Ethanone. 1-(1H-pvrazol-4-vI)- 110 C5H6N20 025016-16-4 22
5 Isocytosine 111 C4H5N30 000108-53-2 18
Abundance Scan 1610 (12.457 min): BN004226.D (-1606) (-) m/z 95.10 100.00%
111
69
5000 55
41
81 HRELLN SUNIN SR BN SR
125 12.20 12.40 12.60 12.80
ol T — m/z 111.10 76.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35223: Cyclopentane, 1,1,3-trimethyl-3-(2-methyl-2-propenyl)
69
111
5000 55 LR SUMRL IS BN SR
95 1220 12.40 12.60 12.80
m/z 69.10 66.78%
ol 2 J, Lo 8t 1| 123 137 151 165
m/z--> 20 40 eb 85 100 120 140 160 180 200 220
Abundance #175359: Succinic acid, di(3,5-dimethylcyclohexyl) ester
111
1220 12.40 12.60 12.80
5000 69 95 m/z 55.00 41.26%
41 % 127
o ’%9“‘8“1‘\MH\ 184 211 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5816: Furan, 2-ethyl-5-methyl- A B R W
95 12.20 12.40 12.60 12.80
m/z 74.00 37.11%
5000
110
o 43 55 67 g1 | N,
m/z--> 20 40 60 80 160 120 140 160 180 200 220 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 35 unknown-16 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.62 10.84 ng/ul 327636 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3.5-Trimethvlcvclohexvl acrvlate 196 C12H2002 087954-40-3 35
2 Cvclopentane. 2-ethvlidene-1.1-d... 124 C9H16 056324-66-4 30
3 2.4-Heptadienal. 2.4-dimethvl- 138 C9H140 042452-48-2 27
4 2.4.7.9-Tetramethvl-5-decvn-4.7-_... 226 C14H2602 000126-86-3 25
5 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 25
Abundance Scan 1638 (12.622 min): BN004226.D (-1630) (-) m/z 109.10 100.00%
109
5000
" 12.40 12,60 12.80 13.00
o} m/z 55.05 70.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58015: 3,3,5-Trimethylcyclohexyl acrylate
109
5000 27 M LI I BN UL I
68 g 124 1240 12.60 12.80 13.00
95 m/z 69.10 65.01%
o2 R R L 1a 181
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10724: Cyclopentane, 2—eth%;Iidene—1,1—dimethy|—
109
" 12.40 12,60 12.80 13.00
5000 " 67 m/z 97.10 61.29%
81
‘ 124
0 J‘ I 1
"'I""I""I""I""I""I""I""P"'I"
m/z--> 20 40 80 100 120 140 160 180
Abundance #17563 2,4- Heptadlenal, 2,4—dimethy|— LI L L N BN N
109 12.40 12.60 12.80 13.00
m/z 41.05 57.97%
5000
41
27 || 55 67 g1 95 123 138
OII:II'SII\I\II‘I\IIwIHI “:Nl‘::‘:‘h‘l|‘|‘|||||||||||||||||||| L B B
m/z--> 20 40 80 100 120 140 160 180 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M

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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
22.42 2.04 ng/ul 69908 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3304 (22.422 min): BN0O04226.D (-3299) (-) m/z 57.05 100.00%
57
85
5000
RN BN U B
141 169 197 341 22.20 22.40 22.60 22.80
0 ‘| Loy o if22n 282 B m/z 71.05 73.92%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LRI SRR BN SO B
22120 22.40 22.60 22.80
m/z 43.05 63.02%
. 29 I “1}3,1§1‘169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane
57
2220 22.40 22,60 22.80
5000 85 m/z 85.10 59.15%
29 113 141
0 ey ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 260 250 300 350 '
Abundance #185533: Pentacosane
57 22.20 22.40 22.60 22.80
m/z 55.00 23.45%
o i }\/\\\V'kaﬁ‘\}
113
oL 22l 169189 211 239 267 205 303 352
m/z--> 50 100 J& 200 250 300 350 ' 22120 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
22.93 2.73 ng/ul 98575 Perylene-d12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Nonadecane 268 C19H40 000629-92-5 95
3 Hentriacontane 437 C31H64 000630-04-6 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 3390 (22.927 min): BN004226.D (-3387) (-) m/z 57.05 100.00%
57 ﬁ
85
5000
R 1 160 o 22160 2280 7300 2320
ol A e R s w7z 71.05  73.085%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane

-

5000
22.60 22.80 23.00 23.20

m/z 43.00 59.46%

113 141 169 197 295 268

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57
R EREEE R RS
85 22.60 22.80 23.00 23.20
5000 m/z 85.10 52.85%
29
ol L 341 160 107 268
L o L e B e e L I o o e N
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57 22.60 22.80 23.00 23.20
m/z 55.00 23.24%
-~ T \M\j\“
113 141 169
0 u |0+ 169 197 225 253 281 309 337 365 437
e e e e e R AR
m/z--> 50 100 150 200 250 300 350 400 22. 60 22. 80 23. 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
23.52 3.15 ng/ul 113932 Perylene-d12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3491 (23.522 min): BN004226.D (-3485) (-) m/z 57.05 100.00%
57
85
5000
VL0000 107001 208 am 23,20 2340 2380 2380
ol e | | M/Zz 71.05  73.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85
23.20 23.40 23.60 23.80
113 m/z 43.05 58.26%
o Il | 777,142 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 2éo 360 3%0 460 '
Abundance #194494: Hexacosane
57
23.20 23.40 23.60 23.80 |
5000 a5 m/z 85.05 55.34%
113
29
N ad B S T S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane A T P R I P TT A
57 23.20 23.40 23.60 23.80
m/z 55.05 22 .31%
5000 85 ﬁpx*-mﬁwvaN/\kwmww*hhw&wv
. 290 1| | M8 141 169 107 205 253 295 323 367
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 351;0 4(')0 ! 23.'20 23.'40 23.|60 23.I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 52 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
24.18 3.27 ng/ul 118081 Perylene-di12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3603 (24.180 min): BN004226.D (-3597) (-) m/z 57.05 100.00%
57
85 “
5000
NN SRR R
141 169191211 23.80 24.00 24.20 24.40
oL ALl l|“‘.',' o e m/z 71.05 69.87%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57
5000 85
23.80 24.00 24.20 24.40
- m/z 43.05 55.27%
oL L4 301 200 s 2 0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 23.80 24.00 24.20 24.40
5000 m/z 85.05 52.43%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane A R e
57 23.80 24.00 24.20 24.40
m/z 55.00 23.60%
- I -_NM%w»thu*ﬂ/\ﬂf“\ﬂdf\m~w¢«
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 53 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
24 .95 2.85 ng/ul 102971 Perylene-d12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3734 (24.951 min): BN004226.D (-3727) (-) m/z 57.05 100.00%
7
85 H
5000
U3 a1 2460 24.80 25.00 25.20
169 341 : : :
o -.U|, L P 20r w2 SR m/z 71.05 73.08%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85
24.60 24.80 25.00 25.20
113 m/z 43.05 57.47%
oL20hy ﬂ 1411169139211 239 267 295 323 352
m/z--> 50 150 200 250 300 350 '
Abundance #194493: Hexacosane
57
2460 24.80 25.00 25.20
5000 85 m/z 85.05 53.41%
. ZFJ J‘J‘ “1}311§1 169 197 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #209565: Octacosane e
57 24.60 24.80 25.00 25.20
m/z 55.00 22.68%
5000 85 \Wkpﬂw‘fM“MA/\wahbMNMMNMN
2 113 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 260 250 300 350 ' 24.60 24.80 25.00 25.20 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004226.D

Aca On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample : J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
25.84 2.10 ng/ul 75841 Perylene-di12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3885 (25.839 min): BN004226.D (-3879) (-) m/z 57.05 100.00%
57
85
5000
u3 R DU SN BRI SR
41 25.60 25.80 26.00 26.20
207
o...,.]..i.'ﬂ'“ | A7 | | M/Z 71.05 74.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 ff\-ﬁw----u ----u-‘mm-u---
25.60 25.80 26.00 26.20
13 m/z 43.05 58.67%
o Il | 777,142 169 197 225 253 281 309 337 365 437
m/z--> éo 160 150 260 250 360 3éo 460 '
Abundance #209565: Octacosane
57
" 25.60 25.80 26.00 26.20
5000 85 m/z 85.05 58.57%
29 113
oL L) | | |777,242 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2%0 360 3éo 460 '
Abundance #219831: Triacontane A A R Al ma
57 25.60 25.80 26.00 26.20
m/z 55.00 23.62%
5000 85
113 141
oL20 | | | ] 14" 169 107 225 253 281 309 337 365 393 422 e
m/z--> éo 160 1éo 260 250 360 3éo 460 ! 2560 2580 2600 2620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN122618\
Data File : BN004226.D

Acq On : 27 Dec 2018 05:22

Operator : JU/SJ

Sample - J6536-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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]
Benzene, (1-methy... 6.30 26.5 ng/ul 211613 1 7.82 159684 20.0
Benzene, propyl- 6.79 24.8 ng/ul 198251 1 7.82 159684 20.0
Indane 8.19 18.2 ng/ul 145287 1 7.82 159684 20.0
Benzene, 1,2-diet... 8.29 11.2 ng/ul 89265 1 7.82 159684 20.0
5-Chloropentanoic. .. 8.84 7.4 ng/ul 58828 1 7.82 159684 20.0
Benzene, 4-ethyl-_._. 8.90 15.3 ng/ul 121977 1 7.82 159684 20.0
1H-Indene, 2,3-di... 9.25 2.2 ng/ul 30039 2 10.62 277101 20.0
Hexanoic acid, 3,... 9.59 145.3 ng/ul 2012920 2 10.62 277101 20.0
(DEL) Alkane: Cyc... 9.62 2.7 ng/ul 37795 2 10.62 277101 20.0
unknown-01 9.83 3.6 ng/ul 50407 2 10.62 277101 20.0
unknown-02 10.44 12.8 ng/ul 176867 2 10.62 277101 20.0
Butanoic acid, et... 10.52 4.1 ng/ul 56866 2 10.62 277101 20.0
unknown-03 10.95 26.1 ng/ul 361555 2 10.62 277101 20.0
Butanoic acid, 2-... 11.09 23.0 ng/ul 318936 2 10.62 277101 20.0
unknown-04 11.19 3.2 ng/ul 44096 2 10.62 277101 20.0
Butanoic acid, 2-... 11.26 13.9 ng/ul 192675 2 10.62 277101 20.0
unknown-05 11.44 18.2 ng/ul 251695 2 10.62 277101 20.0
unknown-06 11.52 16.4 ng/ul 227765 2 10.62 277101 20.0
unknown-07 11.60 5.8 ng/ul 80757 2 10.62 277101 20.0
1-Butene, 1-(meth... 11.66 14.7 ng/ul 203895 2 10.62 277101 20.0
unknown-08 11.75 7.8 ng/ul 107859 2 10.62 277101 20.0
unknown-09 11.83 3.1 ng/ul 43476 2 10.62 277101 20.0
unknown-10 11.93 3.6 ng/ul 50577 2 10.62 277101 20.0
(DEL) Alkane: Cyc... 11.99 2.6 ng/ul 36480 2 10.62 277101 20.0
2-Propanol, 1,1"-_.. 12.07 3.0 ng/ul 41855 2 10.62 277101 20.0
unknown-11 12.19 4.4 ng/ul 61566 2 10.62 277101 20.0
unknown-12 12.25 5.4 ng/ul 75169 2 10.62 277101 20.0
unknown-13 12.29 13.4 ng/ul 186101 2 10.62 277101 20.0
unknown-14 12.38 9.2 ng/ul 127360 2 10.62 277101 20.0
unknown-15 12.46 10.4 ng/ul 144590 2 10.62 277101 20.0
unknown-16 12.62 10.8 ng/ul 327636 3 14.46 604388 20.0
(DEL) Alkane: Str... 22.42 2.0 ng/ul 69908 5 21.39 683788 20.0
(DEL) Alkane: Str... 22.93 2.7 ng/ul 98575 6 23.72 722485 20.0
(DEL) Alkane: Str... 23.52 3.1 ng/ul 113932 6 23.72 722485 20.0
(DEL) Alkane: Str... 24.18 3.3 ng/ul 118081 6 23.72 722485 20.0
(DEL) Alkane: Str... 24.95 2.9 ng/ul 102971 6 23.72 722485 20.0
(DEL) Alkane: Str... 25.84 2.1 ng/ul 75841 6 23.72 722485 20.0
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