LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.708 208 216 222 rVV 5143058 8478337 9.08% 0.887%
2 4.772 222 227 243 rVB 2727203 4218136 4_.52% 0.441%
3 5.355 317 326 331 rVB3 1508677 2466603 2.64% 0.258%
4 5.419 331 337 347 rVB2 4232265 7975410 8.54% 0.835%
5 5.902 412 419 427 rBV2 3229447 5265927 5.64% 0.551%
6 6.213 463 472 475 rBV3 1167285 2497125 2.67% 0.261%
7 6.360 491 497 501 rBV2 2236450 3933595 4.21% 0.412%
8 6.407 501 505 520 rVB 2484316 4315429 4.62% 0.452%
9 6.772 556 567 571 rBV4 984224 2592133 2.77% 0.271%
10 6.872 576 584 589 rBV2 2576892 5420243 5.80% 0.567%

11 7.019 603 609 615 rBv4 1082130 2532992 2.71% 0.265%
12 7.125 621 627 632 rVB 7430394 12568074 13.45% 1.315%
13 7.425 673 678 684 rBv2 1717101 4389617 4._.70% 0.459%
14 7.478 684 687 692 rVvV 2464091 4321235 4.63% 0.452%
15 7.537 692 697 703 rvB2 5285772 9003308 9.64% 0.942%

16 7.619 706 711 713 rBV 1999105 3057376 3.27% 0.320%
17 7.654 713 717 724 rVB 5778243 9508653 10.18% 0.995%
18 7.796 733 741 743 rVV2 4802832 10284181 11.01% 1.076%
19 7.837 743 748 753 rVB 8532961 16837227 18.02% 1.762%
20 8.013 773 778 782 rVV 5084005 8289094 8.87% 0.867%

21 8.060 782 786 791 rVV 2591656 3954899 4.23% 0.414%
22 8.307 818 828 833 rBV5 908953 2651451 2.84% 0.277%
23 8.372 834 839 843 rBV 1872616 2802964 3.00% 0.293%
24 8.437 843 850 852 rBVv4 1449114 2867631 3.07% 0.300%
25 8.472 852 856 861 rVB 1544538 2660139 2.85% 0.278%

26 8.584 861 875 879 rBv3 8588682 34059574 36.46% 3.564%
27 8.666 879 889 893 rBV 10560951 33931211 36.32% 3.551%
28 8.831 910 917 919 rBV3 1362333 2514345 2.69% 0.263%
29 8.954 919 938 943 rVvVv2 13726203 71928017 77.00% 7.527%
30 9.001 943 946 954 rVB2 2567278 4064622 4 _.35% 0.425%

31 9.084 954 960 966 rVvB3 7219050 12921985 13.83% 1.352%
32 9.178 971 976 980 rBV 3524928 5747203 6.15% 0.601%
33 9.248 980 988 998 rvv2 4650972 9793851 10.48% 1.025%
34 9.390 1007 1012 1015 rBV2 1507704 2595041 2.78% 0.272%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: LSCINT.P

Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA N\METHODS\SOM-EPA-BN031918.M

Title = SVOA CALIBRATION

35 9.448 1018 1022 1027 rVB2 1798522 3017245 3.23% 0.316%
36 9.578 1027 1044 1049 rBV2 6714979 21868838 23.41% 2.288%
37 9.648 1049 1056 1060 rVB 5893915 11038493 11.82% 1.155%
38 9.778 1068 1078 1079 rBV6 1256766 2815662 3.01% 0.295%
39 9.825 1080 1086 1089 rBv4 1073873 2523292 2.70% 0.264%
40 9.872 1089 1094 1098 rBV2 4500340 8305589 8.89% 0.869%
41 9.972 1106 1111 1117 rBV2 4175739 7667719 8.21% 0.802%
42 10.054 1119 1125 1134 rBV6 5096042 12579811 13.47% 1.316%
43 10.143 1135 1140 1144 rVVv4 2966539 5907975 6.32% 0.618%
44 10.213 1144 1152 1161 rVB3 10277540 37734585 40.39% 3.949%
45 10.325 1161 1171 1178 rBV3 9982500 32568383 34.86% 3.408%
46 10.425 1184 1188 1191 rVB 2864095 3618897 3.87% 0.379%
47 10.701 1231 1235 1240 rVB4 3184422 6594087 7.06% 0.690%
48 10.790 1245 1250 1253 rBV 4523179 8285546 8.87% 0.867%
49 10.925 1269 1273 1276 rBV2 1934540 2843242 3.04% 0.298%
50 11.042 1287 1293 1297 rBV 2742817 6195620 6.63% 0.648%
51 11.166 1306 1314 1316 rBV4 2767872 6262606 6.70% 0.655%
52 11.201 1316 1320 1323 rVV5 4335269 8134039 8.71% 0.851%
53 11.248 1323 1328 1333 rVV3 4867805 10470508 11.21% 1.096%
54 11.295 1333 1336 1342 rVB3 2689160 4136645 4.43% 0.433%
55 11.360 1342 1347 1352 rBV6 3114613 5896237 6.31% 0.617%
56 11.413 1353 1356 1370 rVB3 4270620 11535130 12.35% 1.207%
57 11.548 1370 1379 1384 rBV3 5492627 14800202 15.84% 1.549%
58 11.625 1384 1392 1397 rBV2 6942232 15351402 16.43% 1.606%
59 11.678 1397 1401 1405 rBV 2100832 3548986 3.80% 0.371%
60 11.748 1410 1413 1418 rVB 2882300 4033712 4_.32% 0.422%
61 11.984 1448 1453 1458 rVB4 3718827 6434936 6.89% 0.673%
62 12.119 1470 1476 1481 rBV8 2978060 8273075 8.86% 0.866%
63 12.237 1492 1496 1499 rBV2 1655147 2979413 3.19% 0.312%
64 12.325 1508 1511 1515 rBV 1987604 3181615 3.41% 0.333%
65 12.484 1532 1538 1542 rBV2 6161927 10867129 11.63% 1.137%
66 12.625 1554 1562 1563 rBV3 2880809 5875839 6.29% 0.615%
67 12.789 1579 1590 1600 rBV5 6928006 22072021 23.63% 2.310%
68 12.872 1600 1604 1607 rVV 2576486 4222202 4._.52% 0.442%
69 13.013 1624 1628 1630 rBV 1472704 2324387 2.49% 0.243%
70 13.054 1631 1635 1641 rVB4 3476610 6511084 6.97% 0.681%
71 13.231 1659 1665 1675 rVV7 3545853 11596463 12.41% 1.213%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\HPCHEM1I\BNA N\METHODS\SOM-EPA-BN031918.M

= SVOA CALIBRATION

72 13.348 1681 1685 1691 rVB3 2003079 3211041 3.44% 0.336%
73 13.484 1703 1708 1717 rBV3 4570728 12302505 13.17% 1.287%
74 13.654 1733 1737 1740 rBV3 1366245 2315481 2.48% 0.242%
75 13.807 1757 1763 1766 rBV 5727417 11121744 11.91% 1.164%

76 13.836 1766 1768 1773 rVB 3159417 4045208 4_.33% 0.423%
77 14.095 1804 1812 1817 rBV8 2353687 8180752 8.76% 0.856%
78 14.483 1871 1878 1883 rVB5 3800039 8253341 8.83% 0.864%
79 14.754 1919 1924 1934 rBV3 4259090 7733952 8.28% 0.809%
80 14.901 1944 1949 1952 rVB2 4980235 7314489 7.83% 0.765%

81 15.160 1989 1993 1998 rBV2 3254916 5173940 5.54% 0.541%
82 15.448 2030 2042 2043 rBV6 4916494 14709289 15.75% 1.539%
83 15.619 2062 2071 2076 rBV4 5320376 18020411 19.29% 1.886%
84 15.725 2077 2089 2091 rBV4 10662208 37950583 40.62% 3.971%
85 15.842 2106 2109 2114 rVB 3183628 4304397 4.61% 0.450%

86 16.054 2142 2145 2153 rBV3 1353422 2732728 2.93% 0.286%
87 16.689 2249 2253 2256 rBV 3049652 4388424 4._.70% 0.459%
88 17.507 2373 2392 2395 rBV6 15892513 93418644 100.00% 9.775%
89 17.783 2437 2439 2443 rVB2 11331431 10371302 11.10% 1.085%
90 17.907 2457 2460 2462 rBV2 1977338 2443885 2.62% 0.256%

91 18.001 2473 2476 2480 rVB 2424836 3232327 3.46% 0.338%
92 18.189 2504 2508 2511 rBV3 1601460 3005430 3.22% 0.314%
93 18.224 2511 2514 2523 rVB3 3735429 5999849 6.42% 0.628%
94 18.383 2537 2541 2548 rVB4 2232803 5208360 5.58% 0.545%
95 18.889 2624 2627 2632 rVB 2705469 3408179 3.65% 0.357%

96 19.507 2728 2732 2735 rBV 2145094 2513440 2.69% 0.263%
97 20.142 2835 2840 2842 rBV 1762324 2859798 3.06% 0.299%
98 21.542 3075 3078 3088 rVB2 2718737 3562371 3.81% 0.373%
99 21.889 3132 3137 3141 rBV3 1526934 2633942 2.82% 0.276%
100 22.465 3231 3235 3242 rVB2 1755193 2710073 2.90% 0.284%

Sum of corrected areas: 955646128
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN000510.D
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5000000
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Time--> 350 4.00 450 500 550 6.00 6.50 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN000510.D

1572 1 5*118

1.5e+07

1e+07
.84
16.69 17.91)8.22
16. 18]48 33 18.89
A4
5000000} 22 1951 5514
O T T T T T T T T T T T T T T T T
Time--> 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BN000510.D
1.5e+07
1e+07
5000000 21.54

2189 o 47

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 3-Pentanone, 2,4-dimethyl- Concentration Rank 16

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

4.71 59.13 ng/ul 8478340 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 90
2 3-Hexanone. 2-methvl- 114 C7H140 007379-12-6 80
3 3-Hexanone. 2-methvl- 114 C7H140 007379-12-6 72
4 4-Heptanone 114 C7H140 000123-19-3 59
5 4-Heptanone 114 C7H140 000123-19-3 59

Abundance Scan 216 (4.708 min): BN000510.D (-208) (-) m/z 43.10 100.00%
a3
5000 n
B R e
114 440 4.60 4.80 5.00
Sl A9 22 65 || 7783 o1 99 | nsz 71.10  50.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7382: 3-Pentanone, 2,4-dimethyl-
43
5000 DR SSEBE AR SRR SRR
- 440 4.60 4.80 5.00
27 m/z 41.10 22 .35%
A L wl e | moe e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
n 440 4.60 4.80 5.00
5000 m/z 70.05 12 _.49%
27
114
55 85 99
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7307: 3-Hexanone, 2—methy|— L L L L L N |
43 440 4.60 4.80 5.00
71 m/z 39.10 10.08%
5000
27 114
15 . 37l 55 1, 86 99
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 42

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

4.77 29.42 ng/ul 4218140 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 Furan. 2-methoxv- 98 C5H602 025414-22-6 86
5 3-Hexen-2-one 98 C6H100 000763-93-9 83

Abundance Scan 227 (4.772 min): BNO00510.D (-222) (-) m/z 83.10 100.00%
a3
55
5000 98
43 RN & G
4.40 4.60 4.80 5.00 5.20
..,....,....,...37:|,~-:|. A9l eror ol 9 L m/z 55.10 66.69%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NS R SR
29 98 4.40 4.60 4.80 5.00 5.20
m/z 98.10 36.15%
‘ B, 0| 6167 77 | 8
mz-> 10 20 30 40 50 60 70 80 9 100
Abundance
83
55 440 460 480 500 520
5000 43 m/z 43.10 24 _97%
98
29
23 38 50 63 69 77 91
mz-> 10 20 30 40 50 60 70 8 9 100
Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E)- TP
5 83 4.40 4.60 4.80 5.00 5.20
m/z 39.10 18.46%
5000 a1 98
27 69
..,.%5..,...‘.‘,....‘i:‘...5,(‘).‘al.,§3..‘.‘i..?7.,.l..,....‘,....,
m/z--> 10 20 30 40 50 60 70 8 90 100 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 4-Heptanone Concentration Rank 66

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

5.35 17.20 ng/ul 2466600 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone 114 C7H140 000123-19-3 72
2 4-Heptanone 114 C7H140 000123-19-3 72
3 3-Hexanone. 2-methvl- 114 C7H140 007379-12-6 64
4 3-Hexanone. 2-methvl- 114 C7H140 007379-12-6 64
5 4-Heptanone 114 C7H140 000123-19-3 64

Abundance Scan 325 (5.349 min): BN000510.D (-317) (-) m/z 43.10 100.00%
a3 7
5000
55 114
5.00 520 5.40 5.60
..,....,....,..3.6.|,.':-..,...-.,‘??..i.':..,?.3..,?.3.1.?9...,.]..,.1.?‘?,... m/z 71.10 82.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7243: 4-Heptanone
43 71
5000
5.00 520 5.40 5.60
27 114 m/z 73.05 45.03%
'w""l'“yﬁ"'Jﬂ*"?}“ii'"'N"??'?ﬁ|"'%?"“|""|“"|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 71
5.00 520 5.40 5.60
5000 m/z 41.10 26.08%
114
27
5 28 86 99
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7307: 3-Hexanone, 2-methyl-
43 5.00 520 5.40 5.60
71 m/z 55.10 22 .59%
5000
27 114
15 ] L 55 1! 86 99
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 1-Butanol, 2-ethyl- Concentration Rank 19

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

5.42 55.62 ng/ul 7975410 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol. 2-ethvl- 102 C6H140 000097-95-0 64
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 50
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 50
4 3-Methvlheptvl acetate 172 C10H2002 072218-58-7 42
5 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 40

Abundance Scan 337 (5.419 min): BN000510.D (-331) (-) 43.10 100.00%
43
5000 70
55
84 101 5.00 520 540 5.60 5.80
...,....,....,....,..3.6.|,|! ,..h'!|,‘?.3..|,..7.?,....?%...,'....,....,. m/z 70.10 41.01%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4344: 1-Butanol, 2-ethyl-
43
5000 70
28 55 5.00 520 5.40 5.60 5.80
84 m/z 71.10 33.07%
‘\ \‘ ‘ 63 | 101
miz--> 0 10 z'o 3'0 % 50 60 70 8'0 90 100 110 120
Abundance
43
71 5.00 520 5.40 5.60 5.80
5000 m/z 55.10 28.83%
27 55
15 63 83 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3901: Pentane, 3-ethyl-
43 5.00 520 540 5.60 5.80
m/z 41.10 24 .00%
5000 70
29
55
"'}'“'|'%?'|"JJV"'“L'"|'j"?%"|"77 '§§'|“'%?9"'|”"|'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 5.00 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 unknown-01 Concentration Rank 31

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

5.90 36.73 ng/ul 5265930 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxan-4-one. 2-(l1.l1-dimethv... 186 C10H1803 113505-80-9 42
2 1H-1.2.4-Triazole. 3-methvl- 83 C3H5N3 007170-01-6 32
3 1H-1.2.4-Triazole. 3-methvl- 83 C3H5N3 007170-01-6 32
4 1.4-Pentadien-3-ol 84 C5H80 000922-65-6 32
5 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H10N2 005775-96-2 23

Abundance Scan 419 (5.902 min): BN000510.D (-412) (-) m/z 83.10 100.00%
43 a3
5000 56
129
1 A RRAEERLmEsEEC YA A
100 114 143 5.60 5.80 6.00 6.20
S e m/z 43.10 88.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46477: 1,3-Dioxan-4-one, 2-(1,1-dimethylethyl)-6-ethyl-
83
57
5000
5.60 5.80 6.00 6.20
a1 129 m/z 56.10 41.99%
?9 Lo ﬂl . 100110 141 155 167 185
miz--> 20 40 60 80 100 120 140 160 180
Abundance
83
42 5.60 5.80 6.00 6.20
5000 o m/z 129.10 32.75%
27
15
miz--> 20 40 60 80 100 120 140 160 180
Abundance #1264: 1H-1,2,4-Triazole, 3-methyl- R e A Rama
83 5.60 5.80 6.00 6.20
42 m/z 59.10 29 .44%
5000 56
27
"”I'J"H"M'P"'I""I”"I""I'”'I""I"”
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 unknown-02 Concentration Rank 65

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

6.21 17.42 ng/ul 2497130 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Oxabicvclol3.1.0Thexane 84 C5H80 000285-67-6 43
2 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 43
3 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 37
4 2-Propenoic acid. octvl ester 184 C11H2002 002499-59-4 36
5 4-Octanol, 7-methyl-, acetate 186 C11H2202 033933-81-2 25

Abundance Scan 471 (6.207 min): BNO00510.D (-463) (-) m/z 55.10 100.00%
55
43 73
5000
‘ 83 5.80 6.00 6.20 6.40 6.60
...,....,....,..3.6.|,.'!-..,.~..|.,.‘??.,..-..,.':'..,..?7,....1,1.1...,.1.2.“3.,... m/z 73.10 64.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1414: 6-Oxabicyclo[3.1.0]hexane
41 55
27
5000
5.80 6.00 6.20 6.40 6.60
83 m/z 43.10 58.96%
15 ‘ 69
"w'm'l”'w““wthﬁgm“kF%'w'“'wl“l”'w'“'w'“l“'w'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
41
69 83 5.80 6.00 6.20 6.40 6.60
5000 97 m/z 56.10 28.67%
27
62 112
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #6616: Cyclopentane, 1,1,3-trimethyl-
5 5.80 6.00 6.20 6.40 6.60
41 m/z 41.10 28.56%
69 83
97
5000
'"I"”I""I“"I"“I""?%"I'7§ 'l"l“"l"“f}?'ﬁ""l“' INSEBENAERESAREE RS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Benzene, 1,3-dimethyl- Concentration Rank 49

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

6.36 27.43 ng/ul 3933600 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 92
2 o-Xvlene 106 C8H10 000095-47-6 92
3 p-Xvlene 106 C8H10 000106-42-3 92
4 o-Xvlene 106 C8H10 000095-47-6 91
5 p-Xylene 106 C8H10 000106-42-3 91

Abundance Scan 497 (6.360 min): BNO00510.D (-491) (-) m/z 91.05 100.00%
91
43 57
5000 106
‘ 71 T T T T T
5 8+ 99 128 6.00 6.20 6.40 6.60
..,....,....,..3.6.|,!:'..ﬁ-.'.':,.‘ﬁf‘..'!|...|!',.!..~,.'..'.-',.'.|.-.,.1.1.5.,....-,.... m/z 43.10 61.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4977: Benzene, 1,3-dimethyl-
a1
5000 106
6.00 6.20 6.40 6.60
s 51 77 m/z 57.10 60.62%
65
s e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
91
6.00 6.20 6.40 6.60
5000 106 m/z 106.10 43.80%
51 77
15 27 39 65 o8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4957:p—Xerne LI L L B L N DL B
il 6.00 6.20 6.40 6.60
m/z 41.10 30.75%
5000 106
39 51 77
27 65
"|“"|'““|"”|"'Wh“?ﬁ'w"w"m o l"9'8"""|""|""|"" SRS ANEE SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 Cyclohexanone Concentration Rank 40

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

6.41 30.10 ng/ul 4315430 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone 98 C6H100 000108-94-1 91
2 Cvclohexanone 98 C6H100 000108-94-1 91
3 Cvclohexanone 98 C6H100 000108-94-1 91
4 Cvclohexanone 98 C6H100 000108-94-1 83
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 59

Abundance Scan 505 (6.407 min): BN000510.D (-501) (-) m/z 55.10 100.00%
56
42 98
5000
69
6 83 112 125 6.00 6.20 6.40 6.60 6.80
Obrrrprerr el el 82 L L M2 125 Tnyz 42,100 62.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3106: Cyclohexanone
55
42
5000 98
69 6.00 6.20 6.40 6.60 6.80
m/z 98.10 54 _59%
i i
'“I'%§'P'*MI?ﬂ*k"”I”wl'F%"I"'d't"l'“”\""P"'I"“I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
a2 6.00 620 6.40 6.60 6.80
5000 98 m/z 69.10 30.99%
69
27
15 34 62 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3103: Cyclohexanone
42 55 6.00 6.20 6.40 6.60 6.80
m/z 41.10 27 .97%
5000
27 69 98
---|-:!-?-|----|-3-4--|----|----|6-2---|----|8-?--|----|----|----|----|-- B I B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Hexylene Glycol Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
6.77 18.08 ng/ul 2592130 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlene Glvcol 118 C6H1402 000107-41-5 80
2 Hexvlene Glvcol 118 C6H1402 000107-41-5 80
3 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 59
4 Hexvlene Glvcol 118 C6H1402 000107-41-5 56
5 dl-Erythro-0-methylthreonine 133 C5H11NO3 1000214-70-7 53
Abundance Scan 567 (6.772 min): BN000510.D (-556) (-) 43.10 100.00%

43 50
5000
85 99

| 71 6.40 6.60 6.80 7.00 7.20
114
...,....,....,.?.‘i','!:'..??.n.'.,-'....,'...7.8,..|..,...-.|,.'...,....,.1.?‘?,... m/z 59.10  94.75%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8542: Hexylene Glycol
59
43
5000

6.40 6.60 6.80 7.00 7.20

‘ g5 m/z 56.10 23.77%
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
43 6.40 6.60 6.80 7.00 7.20
5000 m/z 41.10 18.62%
31 85
15 51 67 77 103 415
L B B L B L L R B R MR RN MR M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3833: Oxetane, 2,2,4-trimethyl- L L B e
59 6.40 6.60 6.80 7.00 7.20
43 m/z 99.10 16 .50%
5000
‘ 5
,,“,“}‘5,1‘,,,,93100,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 Hexane, 1,1"-oxybis- Concentration Rank 29

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

6.87 37.80 ng/ul 5420240 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 1.1"-oxvbis- 186 C12H260 000112-58-3 59
2 1-Pentanol. 2-ethvl- 116 C7H160 027522-11-8 56
3 Heptane. 3-methvl- 114 C8H18 000589-81-1 53
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 40
5 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 40

Abundance Scan 584 (6.872 min): BN000510.D (-576) (-) m/z 43.10 100.00%
a3
5000
56 69 85
105 6.60 6.80 7.00 7.20
i & 120 m/z 41.10 40.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #46876: Hexane, 1,1'-oxybis-
43
85
56 6.60 6.80 7.00 7.20
m/z 56.10 40.21%
'"P"'I”'?ﬁ"”ﬁh"ﬁ"j'l”'??'”'Ijl;W""%Rq'l}}ﬁl"'ﬁ""%ﬂ%'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
6.60 6.80 7.00 7.20
5000 56 69 m/z 69.10 40.12%
85
27
98
14
mmﬁmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7433: Heptane, 3-methyl-
43 6.60 6.80 7.00 7.20
57 m/z 85.10 33.14%
5000 29 85
'”I'%?'P"'I"”I""I”"I"”T+"W""I”'9?"'W%%?'P"'I'”'I""P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 unknown-03 Concentration Rank 61

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

7.02 17.67 ng/ul 2532990 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 43
2 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 38
3 2-Propanol. 1-butoxv- 132 C7H1602 005131-66-8 35
4 2-Undecanol 172 C11H240 001653-30-1 22
5 15-Crown-5 220 C10H2005 033100-27-5 22

Abundance Scan 609 (7.019 min): BN000510.D (-603) (-) m/z 57.10 100.00%
g7
45
5000 87
H ® Ll 7 ot 60 700 750 40
109 126 : : : :
..,....,....,..3.?|i.'|:..,.-.-.:',-...'.||,'.|.?.7,!:':!-,..-:'.',....-,.'.1.1.7,...-.,....1,‘.‘.2..,. m/z 45.10  66.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4369: 3,3-Dimethylbutane-2-ol
45 i
5000
87 6.60 6.80 7.00 7.20 7.40
29 69 m/z 41.10 52.79%
”I”'W””L'“ﬁJ”'P“*P'”M'”I“'W”'&Q%'P”'P'”P'”P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
45 | R R I
6.60 6.80 7.00 7.20 7.40
5000 m/z 87.10 40.36%
87
29 69
15 37 102
mmmwmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13951: 2-Propanol, 1-butoxy-
45 57 6.60 6.80 7.00 7.20 7.40
m/z 56.10 39.45%
5000
29 87
SO 4 O N P S = R - S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 1,1-Hexylenedioxybutane Concentration Rank 7

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

7.13 87.65 ng/ul 12568100 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Hexvlenedioxvbutane 172 C10H2002 1000249-77-4 72
2 .alpha.-Amino-2.5-dihvdro-5-meth... 157 C7H11NO3 018455-25-9 50
3 2-Butenoic acid. 3-methvl-. 2-me... 156 C9H1602 030434-54-9 36
4 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 10
5 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 9

Abundance Scan 628 (7.131 min): BN000510.D (-621) (-) m/z 83.10 100.00%
a3
5000
a3 59 129 e e
6.80 7.00 7.20 7.40
101
o 60 . Arur | w8 b X7 m/z 59.10  28.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37210: 1,1-Hexylenedioxybutane
83
43
5000
55 6.80 7.00 7.20 7.40
27 73 129 m/z 43.10 23.81%
L LIl \‘ J |, 100 115 157 171
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
83
o 680 7.00 7.20 7.40
5000 m/z 129.10 20.00%
43
69 96 112122 140 157
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27766: 2-Butenoic acid, 3-methyl-, 2-methylpropy! ester B R
83 6.80 7.00 7.20 7.40
m/z 57.10 16.86%
5000
2939 55 100
Al ey ws wse
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 37

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

7.43 30.61 ng/ul 4389620 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2-methvl- 142 C10H22 000871-83-0 80
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 78
3 Tetradecane 198 C14H30 000629-59-4 78
4 Octane. 2-methvl- 128 C9H20 003221-61-2 72
5 Nonane, 2-methyl- 142 C10H22 000871-83-0 64

Abundance Scan 679 (7.431 min): BN000510.D (-673) (-) m/z 43.10 100.00%
71
5000
‘ l 140 7.00 7.20 7.40 7.60 7.80
b o7 | M/z 57.10 99.79%
m/z--> 100 150 200 250 300 350
Abundance #18426: Nonane, 2-methyl-
43
5000
71 7.00 7.20 7.40 7.60 7.80
m/z 71.10 79 .65%
TN
(" | | |
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 47 .85%
85
29

113135155175 203 231 250 303 331 357 386

m/z--> 50 100 150 200 250 300 350
Abundance #55009: Tetradecane T S
57 7.00 7.20 7.40 7.60 7.80
m/z 55.10 33.91%
5000 85
29
L) 133 10 g0 18

m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 14 Benzene, l-ethyl-2-methyl- Concentration Rank 39

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

7.48 30.14 ng/ul 4321240 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 687 (5.478 min): BNO00510.D (-684) (-) m/z 105.10 100.00%
105
5000
120
77 91 720 7.40 7.60 7.80
51 - - - -
e it b e o 22 207 %81 75712010 30.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105
5000
120 7.20 7.40 7.60 7.80
m/z 91.10 12.88%
ﬁg 63 17 9&
T | Wl
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280
Abundance
105
7.20 7.40 7.60 7.80
5000 m/z 77.10 12.12%
120
s P 6 77 91

WTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9127: Benzene, 1-ethyl-2-methyl-

7.20 7.40 7.60 7.80
m/z 79.10 9.47%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 4-Heptanone, 2,6-dimethyl- Concentration Rank 14

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

7.54 62.79 ng/ul 9003310 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 76
2 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 68
3 3-Pentanone. 2.2.4.4-tetramethvl- 142 C9H180 000815-24-7 68
4 4-Octanone. 2-methvl- 142 C9H180 007492-38-8 50
5 4,4-Dimethyl octane 142 C10H22 015869-95-1 50

Abundance Scan 698 (7.543 min): BN0O00510.D (-692) (-) m/z 57.10 100.00%
g7
85
5000
41 105
n 120 142 7.20 7.40 7.60 7.80
o..,....,....,....',.'|..‘.‘,9..~!.|,....-,~|...-.-,..~:.,-.?.6.,-.~.:.,.'-...l..l.??....,.'...,.. m/z 85.10 72.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19215: 4-Heptanone, 2,6-dimethyl-
57
85
5000
41 7.20 7.40 7.60 7.80
5 m/z 105.10 34.13%
29 127 M
15 7 | 69 77 | 100109 ‘ |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
85
7.20 7.40 7.60 7.80
5000 41 m/z 41.10 30.94%
29
. 69 100 17 ¥
mmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19250: 3-Pentanone, 2,2,4,4-tetramethyl- L e e
57 7.20 7.40 7.60 7.80
85 m/z 58.10 18.54%
5000 41
142
33 ||| a0 | 6977 | 100109 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA N\Data\BN032018\
BNO0O0510.D

21 Mar 2018 01:19

Ju/sJ

J1905-14

24 Sample Multiplier: 1

> Z:\HPCHEM1I\BNA N\METHODS\SOM-EPA-BN031918_M

= SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 16 Benzene, 1,2,3-trimethyl- Concentration Rank 51

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

7.62 21.32 ng/ul 3057380 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 94

Abundance Scan 711 (7.619 min): BN000510.D (-706) (-) m/z 105.10 100.00%
195
5000 120
91 7.20 7.40 7.60 7.80 8.00
39 51 65
O gl bl 130354 207 Trs77120.10  44.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
120
5000
7.20 7.40 7.60 7.80 8.00
77 m/z 77.10 12.51%
15 27 3\? 5\1 §? Ly 9\1 ol
m/z--> 25 Jo eb éo 160 150 150 1éo 1§o 260
Abundance
105
120 7.20 7.40 7.60 7.80 8.00
5000 m/z 119.10 11.99%
15 27 39 51 65 79
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9124: Benzene, l,2,4—trimethy|— LI L L L
105 7.20 7.40 7.60 7.80 8.00
m/z 91.05 10.54%
120
5000
27 41 51 g5 !/ %1 ‘
| Ayl | . Iy vl
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 17 unknown-04 Concentration Rank 13

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

7.65 66.32 ng/ul 9508650 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1.2.4-Triazole. 4-methvl- 83 C3H5N3 010570-40-8 42
2 1.1-Hexvlenedioxvbutane 172 C10H2002 1000249-77-4 40
3 Pentanoic acid. 2.4-dimethvl-4-n... 189 C8H15N04 005762-40-3 39
4 N-Nitro-1H-1.2.4-triazol-3-amine 129 C2H3N502 034815-01-5 9
5 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 9

Abundance Scan 716 (7.649 min): BN0O00510.D (-713) (-) m/z 83.10 100.00%
8B
5000
7o 73 129 7.40 7.60 7.80 8.00
o |l b (100 115 | 139 157 171 m/z 43.10 24.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1262: 4H-1,2,4-Triazole, 4-methyl-
83
27
5000
7.40 7.60 7.80 8.00
- m/z 129.10 17.90%
LR S SIS LN S UURLEL LA AL DU UURLE
m/z--> 20 40 60 80 100 120 140 160
Abundance
83
43 R SR UL IR
7.40 7.60 7.80 8.00
5000 55 m/z 55.10 17.16%
27 129
73
100 115 157 171
miz--> 20 40 60 80 100 120 140 160
Abundance #48814: Pentanoic acid, 2,4-dimethyl-4-nitro-, methy! ester A wa s e A
83 7.40 7.60 7.80 8.00
m/z 73.10 10.76%
5000
41 SO
15 30 ‘ 69 111 143
‘\ ‘\\“”‘I\‘I — l“l : I‘I\I | l\l : Il?:ll'l‘l . Il?8l T |1|5|8| —
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 2-Heptanone, 4,6-dimethyl- Concentration Rank 4

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

7.84 117.43 ng/ul 16837200 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 4.6-dimethvl- 142 C9H180 019549-80-5 59
2 Thiazole 85 C3H3NS 000288-47-1 37
3 Thiazole 85 C3H3NS 000288-47-1 32
4 Propanoic acid. 2-(Chvdroxvimino)... 117 C4H7NO3 005634-53-7 25
5 Trimethylamine 59 C3HON 000075-50-3 25

Abundance Scan 749 (7.843 min): BN000510.D (-743) (-) m/z 43.10 100.00%
8 g
85
69
5000

109 7.60 7.80 8.00 8.20
...,....,....,....',|:...,....,...'.,'....,.-'..-.,...1.?9...|,....,..137,....1,‘.‘.2..,. m/z 58.10 79.20%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19208: 2-Heptanone, 4,6-dimethyl-
43
58
5000
69 85 7.60 7.80 8.00 8.20
o7 ‘ m/z 85.10 65.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
58 85
7.60 7.80 8.00 8.20
5000 m/z 69.10 56.71%
26 45
34 70
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1508: Thiazole
58 85 7.60 7.80 8.00 8.20
m/z 84.10 55.37%
5000
45
13 2432 , 10 "
T T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 59

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

8.31 18.49 ng/ul 2651450 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-ethvl-5-methvl- 170 C12H26 001632-71-9 47
2 Octane. 4-methvl- 128 C9H20 002216-34-4 43
3 Hexane. 3-ethvl-2-methvl- 128 C9H20 016789-46-1 43
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 38
5 Tetradecane 198 C14H30 000629-59-4 38

Abundance Scan 828 (8.307 min): BN000510.D (-818) (-) m/z 43.10 100.00%
43 57
69
5000
8 15
D T e
134 8.00 8.20 8.40 8.60
...,....|; . "| s '--.-'-" --L7 L AaeLee 207 "m/z 57.10  85.53%
m/z--> 20 40 100 120 140 160 180 200
Abundance #36192. Nonane, 4-ethyl-5-methyl-
43
5000
- 57 84 8.00 8.20 840 8.60
n m/z 69.10 62.87%
15 “ Ik “ I ‘ 99 113 127 141 170
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
800 820 840 860
5000 o 7L 85 m/z 41.10 51.94%
29
98 113 128
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #12319: Hexane, 3-ethyl-2-methyl- B e A
43 8.00 820 8.40 8.60
m/z 84.10 41.96%
5000 57
84
27 69
T .-U--\h=--ku- J"I" '??"' '|}%§' [rrrrprrrr T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 57

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

8.37 19.55 ng/ul 2802960 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 81
2 Decane. 3.3.5-trimethvl- 184 C13H28 062338-13-0 64
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 59
4 Hexane. 3.3.4.4-tetramethvl- 142 C10H22 005171-84-6 53
5 Decane, 4-methyl- 156 C11H24 002847-72-5 53

Abundance Scan 839 (8.372 min): BN000510.D (-834) (-) m/z 71.10 100.00%
7
43 57
5000
85 e e e
113 I | I | |
97 8.00 8.20 8.40 8.60 8.80
- L. Lol 123 ML 156 | gz 43.10  76.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27133: Nonane, 2,6-dimethyl-
43 57 o
5000 AR R RS L
800 8.20 840 8.60 8.80
m/z 57.10 76.34%
29 ‘ ‘ 85 113
o L L T 97 T 127 141 156
miz--> 20 40 60 80 100 120 140 160
Abundance
71
43
57 8.00 8.20 8.40 8.60 8.80
5000 m/z 70.10 36.02%
85
29
% 13 127 155 169
m/z--> 20 40 60 80 100 120 140 160
Abundance #18443: Octane, 2,6-dimethyl-
57 8.00 8.20 8.40 8.60 8.80
m/z 41.10 35.92%
43 71
5000
113
15 \‘ \‘\ [l M 8\5 97 \‘ 127 142
m/z--> 20 40 6|O 8IO 100 120 140 160 800 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 22 1-Hexanol, 2-ethyl- Concentration Rank 2

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

8.58 237.55 ng/ul 34059600 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
5 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 50

Abundance Scan 874 (8.578 min): BN000510.D (-861) (-) m/z 57.10 100.00%
g7
5000 a1
70 83
08 8.20 8.40 8.60 8.80 9.00
ol ol HR 127401082 207 ng 4110 39.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13219: 1-Hexanol, 2-ethyl-
57
5000 41 AR AR AR RN
0 8.0 840 8.60 8.80 9.00
29 83 m/z 83.10 31.23%
98
I}?IIM\ | ,....,.}%%,....,...., S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
8.20 8.40 860 8.80 9.00
5000 m/z 55.10 30.87%
- 4 70 83
98 112
'”'I"'W""I"”I""P"'I}?R SRS RN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13212: 1-Hexanol, 2-ethyl-  EEEAEEEmE S
57 8.20 8.40 860 8.80 9.00
m/z 70.10 27.93%
5000 41
29
‘ 70 83
|||1|5||||||||||||||||||||98||:|I-:!-2|||||||||||||||||||||||||| —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 840 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 23 unknown-05 Concentration Rank 3

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

8.67 236.65 ng/ul 33931200 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2.4-dimethvl-4-n... 189 C8H15N04 005762-40-3 45
2 4H-1.2.4-Triazole. 4-methvl- 83 C3H5N3 010570-40-8 40
3 1.1-Hexvlenedioxvbutane 172 C10H2002 1000249-77-4 40
4 1-Propanone. l-cvclohexvl- 140 C9H160 001123-86-0 33
5 _alpha.-Amino-2,5-dihydro-5-meth... 157 C7H11NO3 018455-25-9 33

Abundance Scan 890 (8.672 min): BN000510.D (-879) (-) m/z 83.10 100.00%
8B
5000
- 129
71 141 171 8.40 8.60 8.80 9.00
o BN - Ll m/z 129.10  29.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #48814: Pentanoic acid, 2,4-dimethyl-4-nitro-, methyl ester
83
/
5000 U U S A
2n 55 y 8.40 8.60 8.80 9.00
m/z 43.10 24 .09%
15 30 ‘ 69 1 143
|‘|‘||w‘||‘|“|||l‘l||‘|‘||l‘|||1‘|)]|-|‘||||1?8||||||1|5|8|||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
83
27 840 860 880 9.00
5000 m/z 55.10 17.43%
42
55
LR S SRS LN S LA UURLEL LA UL DAL AL
m/z--> 20 40 60 80 100 120 140 160
Abundance #37210: 1,1-Hexylenedioxybutane S AREA RaEEs L
83 8.40 8.60 8.80 9.00
43 m/z 59.10 11.82%
5000 55
27 129
73
AN \‘ (| |, 100 115 157 171
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 ' 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 24 unknown-06 Concentration Rank 63

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

8.83 17.54 ng/ul 2514350 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methoxv- 144 C9H200 054658-02-5 38
2 1.2-Pentanediol 104 C5H1202 005343-92-0 38
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 12
4 1.2-Pentanediol 104 C5H1202 005343-92-0 12
5 D-Mannotetradecane-1,2,3,4,5-pen... 278 C14H3005 188436-16-0 12

Abundance Scan 917 (8.831 min): BN000510.D (-910) (-) m/z 73.10 100.00%
7B
55
5000 43 115

| 8.40 8.60 8.80 9.00 9.20
87
e bt L S 103 L 128 188 151 1 Tn/z 55.10  67.27%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20238: Octane, 3-methoxy-
73
5000 45 [rrrr[rirrrrrr[rrrrproTs
115 8.40 8.60 8.80 9.00 9.20
‘ 55 83 m/z 43.10 47 .81%
T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55
R ARERERE RS S
3 73 8.40 8.60 8.80 9.00 9.20
5000 4 m/z 115.10 39.65%
31
WWWWWWWWTWTWTWWTW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7316: 2-Methyl-5-hexen-3-ol
73 8.40 8.60 8.80 9.00 9.20
55 m/z 41.10 29.21%
43
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 840 8.60 880 900 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 25 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1

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

8.95 501.66 ng/ul 71928000 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 96
2 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 87
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 72
4 1.3-Cvclohexanedione. 5.5-dimethvl- 140 C8H1202 000126-81-8 50
5 4-Hexen-3-one, 5-methyl- 112 C7H120 013905-10-7 43

Abundance Scan 937 (8.948 min): BN000510.D (-919) (-) m/z 83.10 100.00%
a3
5000 69
140
125
97 8.60 8.80 9.00 9.20
Ol e .|,|'.. || Ly b2 L L 156 7L 207 sy 69.10  45.16%
m/z--> 20 80 100 120 140 160 180 200
Abundance #18042. Cyclohexanone, 3,3,5-trimethyl-
83
5000 69
41 55 8.60 8.80 9.00 9.20
‘ 140 m/z 140.15 30.61%
125
] %K"hh T -.1--91 '}%%I""'I" U SN S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
'8.60 880 9.00 920
5000 o 69 m/z 55.10 26.81%
4 . 140
15 % 97 112
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18044: Cyclohexanone, 3,3,5-trimethyl- R A R
83 8.60 8.80 9.00 9.20
m/z 56.10 26.67%
5000
L5 41 55 69
1l \‘ ‘\ ‘ ! 97 112 125 1‘\10
m/z--> 20 40 60 80 100 12'0 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 26 Benzene, 1l-methyl-3-propyl- Concentration Rank 45

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

9.00 28.35 ng/ul 4064620 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 86
2 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 83
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 46
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 46
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 46

Abundance Scan 946 (9.001 min): BN000510.D (-943) (-) m/z 105.10 100.00%
105
71
5000 43
134
57 91 | 8.60 8.80 9.00 9.20 9.40
119
) I R .',-.-.|. Moo dg” L 154 168 207 1 "m/z 71.10  61.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14345: Benzene, 1-methyl-3-propyl-
105
5000 SR SRR SRR
8.60 8.80 9.00 9.20 9.40
134 m/z 43.10 38.81%
27 3 51 65 119 | w9 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
105
8.60 880 9.00 9.20 9.40
5000 m/z 134.10 24 .84%
134
15 27 39 51 65 /7 91 119
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14349: Benzene, 1-methyl-2-propyl-
105 8.60 8.80 9.00 9.20 9.40
m/z 70.10 23.53%
5000
134
2r 35 es 7 91| o
TTrr[rrrr[prriryrrrr1r[rrr1r[ 1 rrrr[rrror[rr1r1r [ rrrr[rrror[7rrrr —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 27 unknown-07 Concentration Rank 6

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

9.08 90.12 ng/ul 12922000 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3.5.5-Tetramethvlcvclopentene 124 C9H16 038667-10-6 30
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 25
3 Benzene. l1-methvl-4-(1l-methvleth... 134 C10H14 000099-87-6 25
4 Benzene. 1-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 25
5 1,3,8-p-Menthatriene 134 C10H14 021195-59-5 25

Abundance Scan 959 (9.078 min): BNOOOSd)lo.D(—954) ) m/z 109.10 100.00%
109
83 119
5000 a1 57 71
o5 ol 580 900 520 940
0 142 156 166 m/z 119.10 56.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #10370: 3,3,5,5-Tetramethylcyclopentene
109
5000 67 8.80 9.00 9.20 9.40
a1 a1 m/z 83.10 54 _.48%
1 27 P | 9 |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
8.80 9.00 9.20 9.40
5000 m/z 71.10 45 . 40%
134
91 105

15 27 39 51 65 77

Wﬁwﬁmﬁmmmwﬁm

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170

Abundance #14396: Benzene, 1-methyl-4-(1-methylethyl)- B Ema e e RARE.
119 8.80 9.00 9.20 9.40

m/z 57.10 45_.15%

5000
134

91
15 27 4l 85 65 77 | 103 |
||||||||||||I||||I||||||||||||||Il||||||||||||‘|I||‘||I||||I|||||||‘|||||||I||||I||||I|||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9.20 9.40

SOM-EPA-BN031918.M Fri Mar 30 06:01:57 2018 Page: 30



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 25

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

9.18 40.08 ng/ul 5747200 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 47
2 Nonane. 5-(2-methvipropvl)- 184 C13H28 062185-53-9 43
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 43
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 40
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 38

Abundance Scan 976 (9.178 min): BN000510.D (-971) (-) m/z 57.10 100.00%
73
5000 a1
| 97 110 12|9 141153 171 207 5.80 9.00 9:20 940 _9.60
o e e e A e m/z 73.10 50.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64586: Dodecane, 2,6,11-trimethyl-
57
43 &
5000
8.80 9.00 9.20 9.40 9.60
29 85 m/z 41.10 37.59%
| L L w 99 113 127 149 155 169 182 197207
m/z--> 20 4b éo 80 160 120 140 160 180 200
Abundance
43 57 71
8.80 9.00 9.20 9.40 9.60
5000 85 m/z 71.10 31.29%
29 126
98 111 140 154
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #64587: Dodecane, 2,7,10-trimethyl- B R e e e
57 8.80 9.00 9.20 9.40 9.60
71 m/z 43.10 26.21%
43
5000
| ‘ I ‘ 99 113 127 149 155 169 183 197
m/z--> 20 4'0 6|O 8|0 100 150 140 160 180 200 880 9.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 29 unknown-08 Concentration Rank 12

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

9.25 68.31 ng/ul 9793850 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetramethvl- 100 C6H120 005076-20-0 32
2 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 30
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 27
4 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 25
5 Butanoic acid, 3-hydroxy-3-methyl- 118 C5H1003 000625-08-1 25

Abundance Scan 988 (9.248 min): BN000510.D (-980) (-) m/z 59.10 100.00%
59 105
85
43
5000
134
77 143 9.00 9.20 9.40 9.60
51
o..,....,....,....|i|.'.~..,-..'..;..-.‘??...':',..::,?.3..;'.':!.,...1.1,9...,.I..;.'...l,“??..,. m/z 105.10 87.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3780: Oxirane, tetramethyl-
59
43
5000
9.00 9.20 9.40 9.60
m/z 85.10 67.62%
1 ||, 67 85 100

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_
31 9.00 9.20 9.40 9.60
5000 m/z 43.10 58.36%
41
50 73 87 97 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7866: 4-Hydroxy-3-hexanone A B R
59 9.00 9.20 9.40 9.60
m/z 57.10 46.41%
5000 31
41
15 | “‘ 51 69 77 87 98 116
L I L L L L RN L LR LR UL LR LR LR LR IR ) _l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 30 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 52

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

9.45 21.04 ng/ul 3017250 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 94
2 Benzene. 1l-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 93
3 Benzene. 1l-methvl-2-(l1-methvleth... 134 C10H14 000527-84-4 93
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 93
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 93

Abundance Scan 1022 (9.448 min): BN000510.D (-1018) (-) m/z 119.10 100.00%
119
5000
56 . o1 134
45 65 105 9.20 9.40 9.60 9.80
..,....,....,.F??,'..'..,~..|I.,.~.'..-;-.'..':-,5?.3.-.',|...'.,.':'..,..'.'.l....,..'..,l.“.?.,l.“?.“.,.. m/z 134.10 26.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14406: Benzene, 1-methyl-2-(1-methylethyl)-
119
5000
134 9.20 9.40 9.60 9.80
o1 m/z 56.10 21.70%
15 27 451 8 77| 108 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
920 9.40 9.60 9.80
5000 m/z 91.10 16.35%
134
91
15 27 41 55 65 77 103111
WWTWTWTTWWTWTWTHWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)-
119 9.20 9.40 9.60 9.80
m/z 55.10 13.77%
5000
o1 134
2 s 8 77 03 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1I\BNA N\METHODS\SOM-EPA-BN031918_M
SVOA CALIBRATION

Quant Method
Quant Title :

C:\DATABASENNISTO2.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 31 unknown-09 Concentration Rank 56

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

9.78 19.64 ng/ul 2815660 1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol4.41nona-1.3-diene. 1.2-di... 148 C11H16 1000163-57-6 43
2 Benzene. l-methvl-4-(2-methvlpro... 148 C11H16 005161-04-6 38
3 4-Methvilphenvl acetone 148 C10H120 002096-86-8 38
4 Benzenepropanal. .beta.-methvl- 148 C10H120 016251-77-7 35
5 2-Methylindan-2-ol 148 C10H120 033223-84-6 30

Abundance Scan 1078 (9.778 min): BN000510.D (-1068) (-) m/z 105.10 100.00%
57 105
69 133
5000 41 o 148
82 119
9.40 9.60 9.80 10.00
il m/z 57.10 82.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21846: Spiro[4.4]nona-1,3-diene, 1,2-dimethyl-
105 133
148
5000 AR SRR AR
o1 119 940 9.60 9.80 10.00 |
m/z 69.10 48.16%
||||||2|7| |3|9| |5:|I-| I(ISSI : 'Hl R I\I\I\II\I‘I IIUI e
m/z--> 20 40 80 100 120 140 160
Abundance
105
040 9.60 9.80 10.00
5000 m/z 133.10 47 .43%
148
27 139 77 91
15 5L 65 115 131
mz-> 20 40 60 80 100 120 140 160
Abundance #21659: 4-Methylphenyl acetone
105 9.40 9.60 9.80 10.00
m/z 41.10 41 .54%
5000 43
148
15 27 53 63 ‘\ o \‘ 115 131
m/z--> % & A ' 1& 1% 1% 1& ' gm %09%1%0'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 32 unknown-10 Concentration Rank 62

R.T. EstConc Area Relative to ISTD R.T.
" 9.82 17.60 ng/ul 2523290  1,4-Dichlorobenzene-d4 8.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 a-pyridinot 95 C5HSNO 000109-00-2 38

2 Cyclohexene. 1-methvyl-3-(l-methy... 138 C10H18

013828-31-4 35

3 4-Pvridinol 95 C5H5NO 000626-64-2 35
4 5-Hepten-2-ol. 6-methvl- 128 C8H160 001569-60-4 25
5 3-Pyridinol 95 C5H5NO 000109-00-2 25
Abundance Scan 1085 (9.819 min): BN000510.D (-1080) (-) m/z 95.10 100.00%
95
5000 - 71
43
8 109 124 143 9.60 9.80 10.00 10.20
1 207 m/z 71.10 44.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2610: 3-Pyridinol
95
5000 LA L L L L L L L L LB
9.60 9.80 10.00 10.20
39 o m/z 55.10 34.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
" 9.60 9.80 10.00 10.20
5000 m/z 59.10 31.87%
o7 41 55 67 79 119 138
. N A L B DR A
Abundance #2609: 4-Pyridinol BB LR mE T L
95 9.60 9.80 10.00 10.20
m/z 43.10 27 .64%
5000
4 67
L35 s
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 33 unknown-11 Concentration Rank 24

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

9.87 40.16 ng/ul 8305590 Naphthalene-d8 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Heptadien-4-one. 2.6-dimethvl- 138 C9H140 000504-20-1 43
2 2.5-Heptadien-4-one. 2.6-dimethvl- 138 C9H140 000504-20-1 38
3 2.5-Heptadien-4-one. 2.6-dimethvl- 138 C9H140 000504-20-1 38
4 5-t-Butvl-4-methvlimidazole 138 C8H14N2 146979-50-2 37
5 4-Pyridinecarboxylic acid 123 C6H5N02 000055-22-1 37

Abundance Scan 1094 (9.872 min): BN000510.D (-1089) (-) m/z 123.10 100.00%
23
5000 83
55
B | w 108 T30 950 1000 1020
95 134 : : : :
0 | i 246157 101 "m/z 83.10 41.31%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16948: 2,5-Heptadien-4-one, 2,6-dimethyl-
123
5000 55 83
9.60 9.80 10.00 10.20
29 39 o5 m/z 55.10 26.52%
“ ‘\\ \ ﬁ7 | 1?8 | 138
. il AN . I A |
miz--> 20 40 60 80 100 120 140 160
Abundance
123
" 9.60 9.80 10.00 1020
5000 m/z 39.10 14 _.37%
55
29 39 95 108 138
18 67 82
miz--> 20 40 60 80 100 120 140 160
Abundance #16942: 2,5-Heptadien-4-one, 2,6-dimethyl- e
123 9.60 9.80 10.00 10.20
m/z 108.10 14 .31%
5000 55 83
o9 39
“ ‘ 67 % 108 .
|||1|5||l:|‘i“||“|“|||“|||M|“i|‘|“l||“l|||‘l|||‘|||||||||||
m/z--> 20 40 60 80 100 120 140 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 34 unknown-12 Concentration Rank 30

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

9.97 37.07 ng/ul 7667720 Naphthalene-d8 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexvl-3-nitrobutan-1-ol 201 C10H19NO3 1000195-46-2 25
2 2(5H)-Furanone. 5-(2-methvl-2-pr... 138 C8H1002 1000155-86-2 25
3 Bicvclol2.2_.1Theptane. 2-ethvl- 124 C9H16 002146-41-0 22
4 2-Isopropvl-1-pvrroline 111 C7H13N 000872-81-1 22
5 2,6-Dimethyl-6-nitro-2-hepten-4-one 185 C9H15NO3 073583-56-9 14

Abundance Scan 1111 (9.972 min): BN000510.D (-1106) (-) m/z 95.10 100.00%
g5
55
5000 3
129
9.60 9.80 10.00 10.20
171
o3 A la| gsetitaes a7 3% m/z 83.10 96.61%
m/z--> 50 100 150 200 250 300 350
Abundance #56610: 1-Cyclohexyl-3-nitrobutan-1-ol
55 83
5000
9.60 9.80 10.00 10.20
29 13 m/z 55.10 78.18%
Iy e I“H\I E‘3‘|7]|-5|5 |1§0| . —
m/z--> 50 100 150 200 250 300 350
Abundance
55
07 83 9.60 9.80 10.00 10.20
5000 m/z 71.10 63.58%
109 138
m/z--> 50 100 150 200 250 300 350
Abundance #10368: Bicyclo[2.2.1]heptane, 2-ethyl- R R e R
95 9.60 9.80 10.00 10.20
m/z 73.10 49.81%
5000 67
41
u.ﬂ,J.LJ{.,.%gf. —
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 35 (DEL) Alkane: Cyclicl0.05 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.05 60.82 ng/ul 12579800 Naphthalene-d8 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 2.3-dimethvl- 112 C8H16 007145-23-5 86
2 Cvclopentanone. 3-butvl- 140 C9H160 057283-81-5 49
3 3-Ethvlcvclopentanone 112 C7H120 010264-55-8 42
4 3-Heptene. 4-methvl- 112 C8H16 004485-16-9 35
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 30
Abundance Scan 1124 (10.048 min): BN000510.D (-1119) (-) m/z 69.10 100.00%
111
5000 140
125
153 9.80 10.00 10.20 10.40
e T 168 185 0 s 55,10 98.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6550: 3-Hexene, 2,3-dimethyl-
55
83
5000 4 69 R UL SRR BUUN B
9.80 10.00 10.20 10.40
- o7 T m/z 83.10 97.95%
"'I'M"IM'JPI'J"fl"jl"'W""l""I""I"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 83
9.80 10.00 10.20 10.40
5000 M 111 140 m/z 41.10 61.34%
96
- 69
125
mz-> 20 40 60 80 100 120 140 160 180
Abundance #6325: 3-Ethylcyclopentanone I EEARE RS S S
5 83 9.80 10.00 10.20 10.40
m/z 111.10 56.84%
41
5000 27 112
70
--1-5|----|----|----|---9-7|----|----|----|----|--- L B B o B
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 41 (DEL) Alkane: Cyclicll.17 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
11.17 30.28 ng/ul 6262610 Naphthalene-d8 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-5-isobutvlcvclohexane 168 Cl2H24 013131-76-5 38
2 2-Chloro-2-methvIlnonane 176 C10H21ClI 004325-50-2 37
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 35
4 2-Methvl-3-decanol 172 C11H240 083909-79-9 27
5 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 16
Abundance Scan 1315 (11.172 min): BN000510.D (-1306) (-) m/z 57.10 100.00%
7
69
5000 41
85
100 19 131 1080 11100 1170 110
157 - : : :
o 1677 170 185 m/z 56.10 86.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34836: 1,3-Dimethyl-5-isobutylcyclohexane
56 69
41 111
5000 NS BN B
10.80 11.00 11.20 11.40
m/z 69.10 60.73%
| il ‘\ 153 168
miz--> % 40 & ' 160 B0 o 1o 1%
Abundance
T % NS BN B
41 10.80 11.00 11.20 11.40
5000 m/z 41.10 44 .02%
29 8 97 112 1p5 140
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21197: 1,3-Pentanediol, 2,2,4-trimethyl- R
56 10.80 11.00 11.20 11.40
m/z 55.10 32.45%
5000 43
0
e \,..\..,....,..%1.5,.1.2?.,14?..,....,.... SRR
m/z--> 20 40 100 120 140 160 180 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 46 2-Cyclohexen-1-one, 3,5,5-t... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
11.68 17.16 ng/ul 3548990 Naphthalene-d8 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3.5.5-trimet... 138 C9H140 000078-59-1 64
2 1H-Pvrazole. 4.5-dihvdro-5.5-dim... 138 C8H14N2 106251-09-6 64
3 2-Cvclohexen-1-one. 3.5.5-trimet... 138 C9H140 000078-59-1 59
4 2-Cvclohexen-1-one. 3.5.5-trimet... 138 C9H140 000078-59-1 59
5 2-Cyclohexen-1-one, 3,5,5-trimet... 138 C9H140 000078-59-1 45
Abundance Scan 1401 (11.678 min): BN000510.D (-1397) (-) m/z 82.10 100.00%
8p
5000
138 LR RN PR SUNR
39 54 101 118 11.40 11.60 11.80 12.00
65 Wy rliail | as1taes 207 |38 10 16.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16954: 2-Cyclohexen-1-one, 3,5,5-trimethyl-
82
5000
11.40 11.60 11.80 12.00
m/z 54.10 10.89%
.7 39 54 o5 138
L, ‘\ A 6\7 | o 110 123
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
82
11,40 11.60 11.80 12.00
5000 m/z 39.10 9.28%
39 54 138
67 9 110123
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16963: 2-Cyclohexen-1-one, 3,5,5-trimethyl- LI B B B B
82 11.40 11.60 11.80 12.00
m/z 118.10 9.22%
5000
30 54 138
1527 || %] 9? 110 123
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 52 (DEL) Alkane: Cyclicl2.48 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.48 52.54 ng/ul 10867100 Naphthalene-d8 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octene. 2.7-dimethvl- 140 C10H20 033718-03-5 43
2 Cvclohexane. 1l-ethvl-1.4-dimethyv... 140 C10H20 062238-30-6 38
3 Cvclohexane. 1l-ethvl-1.4-dimethyv... 140 C10H20 062238-32-8 38
4 1-Heptene. 6-methvl- 112 C8H16 005026-76-6 38
5 Cyclohexane, l-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 32
Abundance Scan 1537 (12.478 min): BN000510.D (-1532) (-) m/z 56.10 100.00%
5000
133 145 157 RN BN SN IOV
199 12.20 12.40 12.60 12.80
0 172183 m/z 73.10 88.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17319: 1-Octene, 2,7-dimethyl-
56
69
5000 LA BN BN IR
41 12.20 12.40 12.60 12.80
m/z 55.10 81.99%
‘ 84 140
T ""‘F"" e "91 '}%% }?$" l" L AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
55 11 1220 12.40 12.60 12.80
5000 m/z 69.10 81.85%
41
29 83
95 125
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #17407: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans- T
69 12.20 12.40 12.60 12.80
m/z 111.10 39.09%
55 111
5000
41
29 83
ST RS P N T -
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
12.62 28.41 ng/ul 5875840 Naphthalene-d8 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 70
2 Hexadecane 226 C16H34 000544-76-3 62
3 Nonane 128 C9H20 000111-84-2 60
4 Dodecane 170 C12H26 000112-40-3 58
5 10-Methylnonadecane 282 C20H42 056862-62-5 58
Abundance Scan 1561 (12.619 min): BN000510.D (-1554) (-) m/z 57.10 100.00%
57
71
43
5000
97 113 132 ' 12.40 1260 12.80 13.00
bl 146159 173184196 m/z 71.10  75.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane
43 57
71
5000 LI BN SULLN I B
85 12:40 12,60 12.80 13.00
29 m/z 43.10 55.24%
s | ‘ LS 127 141155 184
m/z--> 20 Jo 60 éo 100 120 140 160 180 200 220
Abundance
57
43
71 RN SN SO LN BN
12.40 12.60 12.80 13.00
5000 85 m/z 85.10 44 .12%
29 99
14 113 127 141 155 169 183 197 226
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #12251: Nonane e ERREE BEE e
43 12.40 12.60 12.80 13.00
57 m/z 41.10 37.04%
5000
29 71 85
15 \‘ \‘\‘ I \‘ 99 128
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 12.40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
14.90 28.27 ng/ul 7314490 Acenaphthene-d10 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 72
2 Nonane. 2.3-dimethvl- 156 C11H24 002884-06-2 64
3 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 59
4 Decane. 5-ethvl-5-methvl- 184 C13H28 017312-74-2 53
5 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 53
Abundance Scan 1949 (14.901 min): BN000510.D (-1944) (-) m/z 57.10 100.00%
57 14
5000 43
8 112 UL A IR UL UL
14.60 14.80 15.00 15.20
N .'.-.,|!|. - I|.,.1.2.9.17‘.1.1.“???‘?5.‘.1,8.2] 2R 28 0 Thzz 71.10 0 82.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45578: Undecane, 4,6-dimethyl-
57
43
5000 n R BN UL UL UM
14,60 14.80 15.00 15.20
29 85 m/z 43.10 43.05%
e e B0 Mlies e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57 71
1460 1480 15.00 15.20
5000 m/z 41.10 29.79%
84 97 | 127141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58150: 2-Ethylhexyl mercaptoacetate A REEEEEas
57 14.60 14.80 15.00 15.20
m/z 85.10 24 _.54%
71
43
5000
112
\Hw o Mooty L T
m/z--> 60 80 100 120 140 160 180 200 220 240 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 63 (DEL) Alkane: Cyclicl5.45 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.45 56.86 ng/ul 14709300 Acenaphthene-d10 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octene. 6-methvl- 126 C9H18 013151-10-5 46
2 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 002613-69-6 43
3 3-Octene. 2.6-dimethvl- 140 C10H20 006874-28-8 38
4 2-Propenoic acid. 2-ethvlhexvl e... 184 C11H2002 000103-11-7 35
5 Neomenthylamine 155 C10H21N 007231-40-5 35
Abundance Scan 2042 (15.448 min): BN000510.D (-2030) (-) m/z 70.10 100.00%
55
5000
41
15.20 15.40 15.60 15.80
Ot m/z 55.10 80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11161: 1-Octene, 6-methyl-
55
41
70
5000 97 LB SR BULRULS SR B
2 15.20 15.40 15.60 15.80
m/z 69.10 41 .85%
111126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
70
55 ' 15.20 15.40 15.60 15.80
5000 a1 m/z 56.10 41.61%
27
84
13 g7 112
mwmwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17318: 3-Octene, 2,6-dimethyl- REEmaEES IS S
55 69 15.20 15.40 15.60 15.80
41 m/z 57.10 38.32%
5000
T 83 140
\\ ‘ |
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 15,20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 65 (DEL) Alkane: Straight-Chai... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
15.84 16.64 ng/ul 4304400 Acenaphthene-d10 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 78
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 78
4 Decane. 2.3.8-trimethvl- 184 C13H28 062238-14-6 78
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 78
Abundance Scan 2109 (15.842 min): BN000510.D (-2106) (-) m/z 57.10 100.00%
57 71
43 85
5000
9113 ' 15.60 15.80 16.00 16.20
155 : : : :
e | 1261407169182 007 226 287 | qzz 71.10  89.43%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55008: Tetradecane
57
43
71
5000 85 LRI B BULIN UL B
15,60 15.80 16.00 16.20
29 m/z 85.10 68 .83%
15 \‘ d L d %9113127141155169 198
m/z--> 0 20 Jo éo 80 100 120 140 160 180 200 220 240 260
Abundance
43
' 15.60 15.80 16.00 16.20
5000 5771 m/z 43.10 62.68%
o7 85
2 99113
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45559: Dodecane, 4-methyl- RS mmEEs L
43 15.60 15.80 16.00 16.20
57 71 m/z 41.10 28.16%
5000 g5
29 140
| ‘ h || 99113127 155169184
m/z--> 0 20 4b 60 80 100 120 140 160 180 200 220 240 260 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 66 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
16.69 35.91 ng/ul 4388420 Phenanthrene-d10 17.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 68
2 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 64
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
4 Dodecane. 2.6.l11-trimethvl- 212 C15H32 031295-56-4 64
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
Abundance Scan 2253 (16.689 min): BN000510.D (-2249) (-) m/z 57.10 100.00%
57
85
5000
A AR SUNILA SRR B
113 16.40 16.60 16.80 17.00
3
Ol el b el i 00 189 211 240258 "m/z 71.10 80.35%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82613: Hexadecane, 7-methyl-
57
5000 LI B UUMRLN SRR SRR
16,40 16.60 16.80 17.00
112 . m/z 43.10 60.01%
S Y S <
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
16,40 16.60 16.80 17.00
5000 m/z 85.10 59.71%
I | /\/VJM
127
156
WWTWWWWWTWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #138012: Bacchotricuneatin ¢ R EEEEE S
N 112 16.40 16.60 16.80 17.00
95 m/z 41.10 27.85%
o A«Nmbv
HH\ |, 173191 216 245 312 342
m/z--> 25&eommmmmmmmmmnmm%mmmmmﬁo 16,40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 69 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
18.89 27.89 ng/ul 3408180 Phenanthrene-d10 17.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 87
3 Dodecane. 1-iodo- 296 C12H251 004292-19-7 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 80
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 72
Abundance Scan 2627 (18.889 min): BN000510.D (-2624) (-) m/z 57.10 100.00%
g7
85
5000
SR AU SUNIA BN BN
113 18.60 18.80 19.00 19.20
3 141 192
o1 L .l-."|, Loy 109 T 225242 265282 306 341363 | nzz 71.10  82.31%
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57
85
5000 SR AR SUNIA BN B
18.60 18.80 19.00 19.20
m/z 85.10 59.91%
29 ‘ ‘ 13 4
DLl LM 169 197 225 53 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
18.60 18:80 19.00 19.20
5000 85 m/z 43.10 58.95%
140
m/z--> 50 100 150 200 250 300 350
Abundance #114972: Dodecane, 1-iodo- AR EEEEE S
57 18.60 18.80 19.00 19.20
m/z 41.10 27 .39%
- 1 %Lﬂ
29 113 155
..J “.‘.‘.‘l.‘.‘.. ‘.‘.1.83.|.... T R EREREREE RS
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 70 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
19.51 20.57 ng/ul 2513440 Phenanthrene-d10 17.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptacosane 380 C27H56 000593-49-7 80
3 Pentadecane 212 C15H32 000629-62-9 80
4 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 74
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 2733 (19.513 min): BN000510.D (-2728) (-) m/z 57.10 100.00%
57
85
5000
USRNSSR IR SRR
19.20 19.40 19.60 19.80
141
o3 J 'I 'l (HL 164183 214 245260 206 323 | /7 71.10  82.41%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57
5000 85 SRR BN RN IURRR
19.20 19.40 19,60 19.80
m/z 85.10 60.08%
29 113
\‘ A h “ It u‘ J 14\.1 169 197 225 268
m/z--> 50 100 150 200 250 300 350
Abundance
57
19.20 19,40 19.60 19.80
5000 m/z 43.10 56.19%
85
29 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #64571: Pentadecane e  EaRmEamSTT
57 19.20 19.40 19.60 19.80
m/z 41.10 25.64%
= T x~\rﬂfJA/\\\njL\\d/\fﬁ\”ﬂb\~\
29
m/z--> 50 1& 1% 200 250 300 350 19,20 19.40 19,60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 71 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
21.54 27.05 ng/ul 3562370 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 64
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 64
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 62
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 59
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 58
Abundance Scan 3078 (21.542 min): BN000510.D (-3075) (-) m/z 57.10 100.00%
g7
5000 w
141 169190213 239 67 295 339 366 402 429 21.20 21.40 21,60 2180 _
bl m/z 71.10 85.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82613: Hexadecane, 7-methyl-
57
5000 R SRR B U SRR B
21,20 21.40 21.60 21.80
112 m/z 43.10 56.07%
--‘.“ | A | h ‘ II\II1§§I 25 N
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
71 21:20 21,40 21.60 21.80
5000 m/z 70.10 46.43%
9
127 155 183 225 253 295 337
m/z--> 50 100 150 200 250 300 350 400
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl- B i B AT
57 21.20 21.40 21.60 21.80
m/z 85.10 44 .26%
5000 g5
29 113
| I | | 141 183 211 253 282
m/z--> 50 1& 150 ﬁ 250 300 350 400 2120 21,40 21,60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\Data\BN032018\
Data File : BN0O00510.D

Aca On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample : J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 72 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.

22 .47 20.58 ng/ul 2710070 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 49
2 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 43
3 Tridecane 184 C13H28 000629-50-5 43
4 Tetradecane 198 C14H30 000629-59-4 43
5 Decane, 3,3,8-trimethyl- 184 C13H28 062338-16-3 38

Abundance Scan 3236 (22.471 min): BN000510.D (-3231) (-) m/z 57.10 100.00%

57

171
5000

22.20 22.40 22.60 22.80
m/z 71.10 86.22%

0 267301 346378 415 475
I b

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57

5000 L
22. 20 22. 40 22. 60 22. 80

97

m

m/z 171.10 62.82%
) L\H%T 169 211 253 295 337 379 421 463 505 547 604

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

71

22.20 22.40 22.60 22.80
5000 m/z 70.10 55.04%

29 113

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #45541: Tridecane L B
57 22.20 22.40 22.60 22.80
m/z 43.10 46.11%
2
% 1m 1§4
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 20 22. 40 22. 60 22. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\Data\BN032018\
Data File : BN0O00510.D

Acq On : 21 Mar 2018 01:19

Operator : JU/SJ

Sample - J1905-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Pentanone, 2,4-_.. 4.71 59.1 ng/ul 8478340 1 8.42 2867630 20.0
3-Penten-2-one, 4... 4.77 29.4 ng/ul 4218140 1 8.42 2867630 20.0
4-Heptanone 5.35 17.2 ng/ul 2466600 1 8.42 2867630 20.0
1-Butanol, 2-ethyl- 5.42 55.6 ng/ul 7975410 1 8.42 2867630 20.0
unknown-01 5.90 36.7 ng/ul 5265930 1 8.42 2867630 20.0
unknown-02 6.21 17.4 ng/ul 2497130 1 8.42 2867630 20.0
Benzene, 1,3-dime... 6.36 27.4 ng/ul 3933600 1 8.42 2867630 20.0
Cyclohexanone 6.41 30.1 ng/ul 4315430 1 8.42 2867630 20.0
Hexylene Glycol 6.77 18.1 ng/ul 2592130 1 8.42 2867630 20.0
Hexane, 1,1"-oxybis- 6.87 37.8 ng/ul 5420240 1 8.42 2867630 20.0
unknown-03 7.02 17.7 ng/ul 2532990 1 8.42 2867630 20.0
1,1-Hexylenedioxy. .. 7.13 87.7 ng/ul 12568100 1 8.42 2867630 20.0
(DEL) Alkane: Str... 7.43 30.6 ng/ul 4389620 1 8.42 2867630 20.0
Benzene, l-ethyl-_._. 7.48 30.1 ng/ul 4321240 1 8.42 2867630 20.0
4-Heptanone, 2,6-... 7.54 62.8 ng/ul 9003310 1 8.42 2867630 20.0
Benzene, 1,2,3-tr... 7.62 21.3 ng/ul 3057380 1 8.42 2867630 20.0
unknown-04 7.65 66.3 ng/ul 9508650 1 8.42 2867630 20.0
2-Heptanone, 4,6-... 7.84 117.4 ng/ul 16837200 1 8.42 2867630 20.0
(DEL) Alkane: Str... 8.31 18.5 ng/ul 2651450 1 8.42 2867630 20.0
(DEL) Alkane: Str... 8.37 19.6 ng/ul 2802960 1 8.42 2867630 20.0
1-Hexanol, 2-ethyl- 8.58 237.6 ng/ul 34059600 1 8.42 2867630 20.0
unknown-05 8.67 236.7 ng/ul 33931200 1 8.42 2867630 20.0
unknown-06 8.83 17.5 ng/ul 2514350 1 8.42 2867630 20.0
Cyclohexanone, 3,... 8.95 501.7 ng/ul 71928000 1 8.42 2867630 20.0
Benzene, 1l-methyl... 9.00 28.4 ng/ul 4064620 1 8.42 2867630 20.0
unknown-07 9.08 90.1 ng/ul 12922000 1 8.42 2867630 20.0
(DEL) Alkane: Str... 9.18 40.1 ng/ul 5747200 1 8.42 2867630 20.0
unknown-08 9.25 68.3 ng/ul 9793850 1 8.42 2867630 20.0
Benzene, 1l-methyl... 9.45 21.0 ng/ul 3017250 1 8.42 2867630 20.0
unknown-09 9.78 19.6 ng/ul 2815660 1 8.42 2867630 20.0
unknown-10 9.82 17.6 ng/ul 2523290 1 8.42 2867630 20.0
unknown-11 9.87 40.2 ng/ul 8305590 2 11.27 4136650 20.0
unknown-12 9.97 37.1 ng/ul 7667720 2 11.27 4136650 20.0
(DEL) Alkane: Cyc... 10.05 60.8 ng/ul 12579800 2 11.27 4136650 20.0
(DEL) Alkane: Cyc... 11.17 30.3 ng/ul 6262610 2 11.27 4136650 20.0
2-Cyclohexen-1-on... 11.68 17.2 ng/ul 3548990 2 11.27 4136650 20.0
(DEL) Alkane: Cyc... 12.48 52.5 ng/ul 10867100 2 11.27 4136650 20.0
(DEL) Alkane: Str... 12.62 28.4 ng/ul 5875840 2 11.27 4136650 20.0
(DEL) Alkane: Str... 14.90 28.3 ng/ul 7314490 3 15.05 5173940 20.0
(DEL) Alkane: Cyc... 15.45 56.9 ng/ul 14709300 3 15.05 5173940 20.0
(DEL) Alkane: Str... 15.84 16.6 ng/ul 4304400 3 15.05 5173940 20.0
(DEL) Alkane: Str... 16.69 35.9 ng/ul 4388420 4 17.92 2443890 20.0
(DEL) Alkane: Str... 18.89 27.9 ng/ul 3408180 4 17.92 2443890 20.0
(DEL) Alkane: Str... 19.51 20.6 ng/ul 2513440 4 17.92 2443890 20.0
(DEL) Alkane: Str... 21.54 27.1 ng/ul 3562370 5 21.89 2633940 20.0
(DEL) Alkane: Str... 22.47 20.6 ng/ul 2710070 5 21.89 2633940 20.0
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