LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA .M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.693 13 18 23 rBv 152373 202470 2.11% 0.131%
2 4.005 64 71 82 rvB 309090 514255 5.35% 0.332%
3 4.299 116 121 130 rvVB 179000 271956 2.83% 0.176%
4 4.863 211 217 221 rBV 283179 443247 4.61% 0.286%
5 5.593 337 341 345 rBV 87159 117956 1.23% 0.076%
6 5.646 345 350 358 rVB 196434 351751 3.66% 0.227%
7 5.940 396 400 407 rVB 123195 190237 1.98% 0.123%
8 6.587 500 510 513 rBV2 105698 205630 2.14% 0.133%
9 6.622 513 516 524 rVB 76438 121680 1.27% 0.079%
10 7.004 574 581 587 rBV 590009 938971 9.77% 0.607%

11 7.551 668 674 684 rvB2 57398 111837 1.16% 0.072%
12 7.687 691 697 703 rBvV 602611 1010657 10.52% 0.653%
13 7.740 703 706 713 rvv3 57771 118405 1.23% 0.077%
14 7.804 713 717 722 rVV 114434 169964 1.77% 0.110%
15 7.869 722 728 747 rVB 1861073 3099260 32.26% 2.003%

16 8.087 758 765 772 rBV 2060726 3344604 34.81% 2.161%
17 8.569 840 847 854 rBV 2037041 3295737 34.30% 2.129%
18 8.640 854 859 871 rVvB 52237 186497 1.94% 0.121%
19 8.763 871 880 884 rBV 74508 142610 1.48% 0.092%
20 8.875 894 899 905 rBV 62460 109919 1.14% 0.071%

21 8.951 906 912 917 rVB2 87523 164552 1.71% 0.106%
22 9.057 922 930 935 rVvB3 124666 267191 2.78% 0.173%
23 9.222 951 958 959 rBV3 88213 135572 1.41% 0.088%
24 9.263 959 965 975 rVB 1653280 2918612 30.38% 1.886%
25 9.475 994 1001 1005 rBV2 72603 167835 1.75% 0.108%

26 9.522 1005 1009 1014 rvv3 70933 138725 1.44% 0.090%
27 9.598 1014 1022 1029 rvv2 375055 894122 9.31% 0.578%
28 9.687 1031 1037 1042 rVvV2 472180 852923 8.88% 0.551%
29 9.751 1042 1048 1063 rVB 2360899 4763470 49.58% 3.078%
30 9.863 1063 1067 1074 rBV3 64228 119987 1.25% 0.078%

31 10.039 1091 1097 1104 rVB2 155009 324463 3.38% 0.210%
32 10.216 1121 1127 1131 rBV 402434 632901 6.59% 0.409%
33 10.392 1149 1157 1165 rVB5 162261 427333 4._.45% 0.276%
34 10.481 1165 1172 1180 rBV 1916248 3360319 34.97% 2.171%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

35 10.645 1197 1200 1209 rVB 106704 251452 2.62% 0.162%

36 10.798 1214 1226 1235 rBV 1659256 3113699 32.41% 2.012%
37 11.022 1257 1264 1270 rBV 2768562 4615529 48.04% 2.982%
38 11.098 1270 1277 1283 rBV6 226826 587073 6.11% 0.379%
39 11.216 1291 1297 1300 rBV3 154817 309479 3.22% 0.200%
40 11.257 1300 1304 1307 rVvV 298462 576610 6.00% 0.373%

41 11.298 1307 1311 1321 rVV3 434704 921654 9.59% 0.596%
42 11.416 1321 1331 1344 rVB 2884389 5443314 56.65% 3.517%
43 11.522 1344 1349 1356 rBV3 336818 636260 6.62% 0.411%
44 11.598 1356 1362 1366 rBV7 58172 134938 1.40% 0.087%
45 11.710 1377 1381 1385 rBV3 105255 172412 1.79% 0.111%

46 11.769 1385 1391 1396 rvv4 355240 742460 7.73% 0.480%
47 11.822 1396 1400 1405 rVB5 207710 370361 3.85% 0.239%
48 11.933 1414 1419 1422 rBV4 59850 100680 1.05% 0.065%
49 11.986 1423 1428 1431 rVV7 64059 108225 1.13% 0.070%
50 12.028 1431 1435 1442 rVV4 167984 307907 3.20% 0.199%

51 12.098 1442 1447 1455 rVB6 230079 523490 5.45% 0.338%
52 12.233 1456 1470 1477 rBV8 237491 827078 8.61% 0.534%
53 12.304 1478 1482 1489 rVB7 104533 181422 1.89% 0.117%
54 12.433 1496 1504 1510 rBV2 769527 1646600 17.14% 1.064%
55 12.580 1523 1529 1534 rVB6 155591 362173 3.77% 0.234%

56 12.645 1535 1540 1543 rBV2 150359 257423 2.68% 0.166%
57 12.763 1556 1560 1568 rBV4 138680 296520 3.09% 0.192%
58 12.833 1569 1572 1576 rBV2 105765 171076 1.78% 0.111%
59 13.004 1595 1601 1605 rBvV4 138614 373806 3.89% 0.242%
60 13.045 1605 1608 1613 rVV2 255801 384968 4.01% 0.249%

61 13.116 1613 1620 1630 rVB5 361439 1004822 10.46% 0.649%
62 13.251 1635 1643 1647 rBV 2599893 4613704 48.02% 2.981%
63 13.339 1653 1658 1662 rVB 416352 695500 7.24% 0.449%
64 13.469 1674 1680 1682 rBV3 301287 556446 5.79% 0.360%
65 13.522 1683 1689 1694 rVV3 458441 1116259 11.62% 0.721%

66 13.580 1694 1699 1705 rVB3 478576 865779 9.01% 0.559%
67 13.686 1708 1717 1721 rBV5 217104 663475 6.91% 0.429%
68 13.763 1727 1730 1740 rVB6 215498 499159 5.20% 0.323%
69 13.863 1741 1747 1752 rBV7 231651 559079 5.82% 0.361%
70 13.974 1762 1766 1769 rBV3 302558 528210 5.50% 0.341%

71 14.116 1787 1790 1792 rBV2 237048 314925 3.28% 0.203%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Method :
Title :
72 14.357 1828 1831 1834 rBV3 183242 285938 2.98% 0.185%
73 14.504 1852 1856 1859 rBV5 276563 460586 4_.79% 0.298%
74 14.557 1860 1865 1873 rVV 4499203 7273269 75.70% 4 .699%
75 14.621 1873 1876 1883 rVB5 451780 764463 7.96% 0.494%

76 14.780 1900 1903 1908 rVB3 389329 560850 5.84% 0.362%
77 14.869 1912 1918 1926 rVB 5508257 8491309 88.38% 5.486%
78 14.957 1928 1933 1938 rBV3 395487 755704 7.87% 0.488%
79 15.063 1947 1951 1953 rBV3 279244 422199 4_.39% 0.273%
80 15.169 1960 1969 1978 rBV2 3804746 6537302 68.04% 4.224%

81 15.327 1992 1996 2003 rVB4 665862 1203638 12.53% 0.778%
82 15.392 2004 2007 2016 rVB2 266950 604791 6.29% 0.391%
83 15.539 2029 2032 2041 rVB2 394064 726533 7.56% 0.469%
84 15.621 2042 2046 2053 rBV5 666809 1862578 19.39% 1.203%
85 15.716 2057 2062 2067 rVV3 844399 1623201 16.89%% 1.049%

86 15.780 2070 2073 2078 rVB4 606524 953273 9.92% 0.616%
87 16.068 2119 2122 2128 rVB 578754 822831 8.56% 0.532%
88 16.145 2129 2135 2145 rBV 6424605 9608259 100.00% 6.208%
89 16.239 2146 2151 2156 rBV 2237891 3292526 34.27% 2.127%
90 17.880 2425 2430 2436 rVB 3984917 6061970 63.09% 3.917%

91 17.974 2441 2446 2457 rVB 6074518 9102580 94.74% 5.881%
92 18.251 2490 2493 2499 rVB2 560751 803068 8.36% 0.519%
93 18.521 2536 2539 2546 rVB 802396 1145252 11.92% 0.740%
94 19.086 2632 2635 2640 rBV 1088464 1670467 17.39% 1.079%
95 19.503 2703 2706 2712 rVB 517689 734669 7.65% 0.475%

96 20.209 2822 2826 2839 rVB 5787550 8331930 86.72% 5.383%
97 21.962 3120 3124 3131 rVB 3444876 4605164 47.93% 2.976%

98 24.315 3517 3524 3538 rVB2 3181897 6766236 70.42% 4_.372%
99 24.474 3545 3551 3561 rVB2 2052294 4348025 45.25% 2.809%

Sum of corrected areas: 154768226
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA M\DATA\BMO041718\

BM014718.D

17 Aor 2018 11:59

SJ/Ju

J2313-18

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

: C:\Database\NIST11.L
LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

04
Time-->

TIC: BM014718.D

550 6.00 650 700 750 800 850 9.00 9.50

11.02 11.42

10.00 10.50 11.00 11.50 12.00

Abundance

7000000
6000000
5000000
4000000
3000000
2000000

1000000
12

12.43

TIC: BM014718.D

16.14 17197

14.87

17.9
14.56

15.17

13.25

{736

1
5.3315:

L&

20121

L

0

Time-->

12,50 13.00 13.50 14.00 1450 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

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM014718.D

21.96
24.31

24.47

O

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 M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 3-Pentanol, 2,2-dimethyl- Concentration Rank 14

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

4.00 3.12 ng/ul 514255 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 78
2 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 78
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 64
4 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 64
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 64

Abundance Scan 70 (3.999 min): BM014718.D (-64) (-) m/z 59.10 100.00%
5p
5000
mS 87 S & G
08 3.80 4.00 4.20 4.40
S— | ,|.|...-,..1.1.5,.1?5?.,....,...., 28 m/z 45.05 30.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8378: 3-Pentanol, 2,2-dimethyl-
59
41
5000
29 87 3.80 4.00 4.20 4.40
m/z 43.05 28.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
3.80 4.00 4.20 4.40
5000 m/z 41.05 28.66%
45
21 87
15 71
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl- RS B e .
59 3.80 4.00 4.20 4.40
m/z 87.10 23.40%
5000 41
ZT
87
'}?I"' 'Mt"w‘i'ﬁg'l ﬂ"??"' S SN SN S B UL L AL L
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 Cyclopentanol, 1-methyl- Concentration Rank 18

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

4._86 2.69 ng/ul 443247 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 83
2 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 78
3 CvclohexvImethvl S-2-(dimethvlam... 307 C14H30NO2PS 1000298-43-5 53
4 Butane. 2-i1o0do-3-methvl- 198 C5H111 018295-27-7 47
5 1-Penten-3-ol, 3-methyl- 100 C6H120 000918-85-4 47

Abundance Scan 216 (4.857 min): BM014718.D (-211) (-) m/z 71.10 100.00%
!
43
58
5000
85 R ARG Ehn B bn
4.60 4.80 5.00 5.20
...,....,-:-.-.'|.| e 23 Wz 43.10  75.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3891: Cyclopentanol, 1-methyl-
71
43
5000
4.60 4.80 5.00 5.20
85 m/z 58.10 57.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
71
43 460 480 500 520
5000 m/z 57.10 22 .73%

57 85
14 27 100
Wmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #150208: Cyclohexylmethyl S-2-(dimethylamino)ethy! propylp... R R R
7n 4.60 4.80 5.00 5.20

m/z 41.05 19.57%

5000

97 123 141 167 194 212 235

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M

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

Peak Number 3 1,3-Dimethylcyclopentanol

Concentration Rank 28

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

5.65 2.13 ng/ul 351751 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvicvclopentanol 114 C7H140 019550-46-0 83
2 Cvclopentanol. l-methvl- 100 C6H120 001462-03-9 53
3 1-Penten-3-o0l. 3-methvl- 100 C6H120 000918-85-4 43
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 38
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38

Abundance Scan 351 (5.651 min): BM014718.D (-345) (-) m/z 71.10 100.00%
43 !
58 85
5000
99
51 6 79 5.40 560 5.80 6.00
..,....,....,..??|,|!...,..|.|.|,..‘L.;'.,!...,|....,.9?.~.,....,....,. m/z 43.05 94.65%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #7554: 1,3- D|methylcyclopentanol
43 7
58 85
5000
5.40 560 5.80 6.00
79 o m/z 85.05 68.04%
15516591114 .
m/z--> 10 50 60 70 8 90 100 110 120
Abundance
71
43 " 540 560 580 6.00
5000 58 m/z 58.10 63.89%
27 85
15 37 51, e . 79 100
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #3889: 1-Penten-3-ol, 3-methyl- R e L
7 540 560 5.80 6.00
m/z 41.05 26 .85%
43
5000
85
..|....|...M“....HL.H.|.HMH|.§?M|lM.??..L.|...%?Q...|....|. U UL R R
m/z--> 10 20 30 40 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Benzene, (1-methylethyl)- Concentration Rank 5

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

7.00 5.70 ng/ul 938971 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
3 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 72

Abundance Scan 580 (6.998 min): BM014718.D (-574) (-) m/z 105.05 100.00%
105
5000
120
51 77 SRS S LU
39 63 || gs 91 % | 6.60 6.80 7.00 7.20 7.40
S ST P NSO | 300 R 1 [N m/z 120.10  26.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9416: Benzene, (1-methylethyl)-
105
5000 I I UL L I
120 6.60 6.80 7.00 7.20 7.40
77 m/z 77.05 16.61%
15 27 39 Sleges | 90
mz-> 10 % 30 4 50 65 70 8 90 100 110 130
Abundance
105
6.60 6.80 7.00 7.20 7.40
5000 m/z 79.10 14 .95%
120
51 7
e 860 [ sa%ter | u3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9417: Benzene, (1-methylethyl)- AR S
105 6.60 6.80 7.00 7.20 7.40
m/z 51.05 12.12%
5000
120
27 3\9 5\1 63 7‘7\ 9\1 L1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknown-01 Concentration Rank 7

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

9.60 5.43 ng/ul 894122 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlbutanedioic acid 146 C6H1004 000597-43-3 40
2 Butane. 2-ethoxv-2-methvl- 116 C7H160 000919-94-8 38
3 2-Butanol. 2.3-dimethvl-. acetate 144 C8H1602 004806-33-1 37
4 1.3-Propanediol. 2.2-diethvl- 132 C7H1602 000115-76-4 35
5 Methyl 3-butenoate 100 C5H802 003724-55-8 27

Abundance Scan 1022 (9.598 min): BM014718.D (-1014) (-) m/z 59.10 100.00%
a3 P
5000 87
) 100
111 9.20 9.40 9.60 9.80 10.00
..~.!“-..'..,.1.2?.1‘,‘9...,....,....,210.7.. m/z 43.10 80.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21823: 2,2-Dimethylbutanedioic acid
59
41
5000 87 R T R R B
920 940 960 980 1000
100 m/z 41.10 64 .73%
I M‘M ? | s 18 14
miz--> 2 40 60 80 100 120 140 180 180 200
Abundance
59
87 N S N
9.20 9.40 9.60 9.80 10.00
5000 73 m/z 87.10 45 _31%
43
29 101
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #20942: 2-Butanol, 2,3-dimethyl-, acetate
43 9.20 9.40 9.60 9.80 10.00
m/z 84.05 40.19%
5000
59 87 101
52 | d | |
m/z--> 2'0 4'0 6|0 ' 1(')0 150 14'10 1('30 15';0 2(')0 920 940 960 980 10 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 8

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

9.69 5.18 ng/ul 852923 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 94
2 p-Cvmene 134 C10H14 000099-87-6 93
3 o-Cvmene 134 C10H14 000527-84-4 93
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 93
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90

Abundance Scan 1038 (9.692 min): BM014718.D (-1031) (-) m/z 119.05 100.00%
149
5000
134
91
39 51 65 77 | 109| ‘ 103 9.40 9.60 9.80 10.00
Y W Y O PRV ' ) — m/z 134.10 30.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
o J
5000 HES I L RN B
134 9.40 9.60 9.80 10.00
1 m/z 117.05 26.48%
3 51 65 105
'}?I?7"I”“'I“"j“""”L'MW""I""I"”I""I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
940 9.60 9.80 10.00
5000 m/z 91.05 20.08%
o1 134
27 4151 65 77 103
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14811: o-Cymene
119 9.40 9.60 9.80 10.00
m/z 115.10 13.26%
5000
o1 134
27 4l 5 65 77 103
'"I'“'N“'“'IJ"JP"'I“'””""I"'W""I"'W AR RS RN R
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00

SOM-EPA-BM032818MA_.M Wed Apr 25 18:25:00 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.22 2.33 ng/ul 632901 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 1128 (10.222 min): BM014718.D (-1121) (-) m/z 119.10 100.00%
119
5000 134
91 A R B U B
39 51 g5 77 103 207 10.00 10.20 10.40 10.60
SNBSS RSN R M |1 S | A m/z 134.05 43.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000 R N SRR SRR U
10.00 10.20 10.40 10.60
o1 m/z 91.05 15.43%
1527 dlet 65 7 | s )
e e an e 10 1 s e o
Abundance
119
10,00 10.20 10.40 10.60
5000 134 m/z 120.10 10.15%
15 27 39 51 65 77 o 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- e e
119 10.00 10.20 10.40 10.60
m/z 133.05 9.20%
134
5000
91
39 77
BNl N -
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

SOM-EPA-BM032818MA_.M Wed Apr 25 18:25:00 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 o0-Cymene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.80 11.44 ng/ul 3113700 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 70
2 o-Cvmene 134 C10H14 000527-84-4 70
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 70
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 70
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70
Abundance Scan 1226 (10.798 min): BM014718.D (-1214) (-) m/z 119.10 100.00%
119
5000 134
91 L
39 51 65 77 103111| L 14 10.40 10.60 10.80 11.00 11.20
S NS YUY NS RS o e 1 PN .- m/z 117.10  44_73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14812: 0-Cymene

10.40 10.60 10.80 11.00 11.20
m/z 134.10 38.81%

5000

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

119

10.40 10.60 10.80 11.00 11.20
5000 m/z 91.10 21.38%

134

91
27 4 51 65 77 103

mﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

10.40 10.60 10.80 11.00 11.20
m/z 115.10 18.70%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 trans-4-Methylcyclohexanol,... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.16 ng/ul 587073 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-4-Methvlcvclohexanol. trif... 210 C9H13F302 1000364-13-8 53
2 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 50
3 Pentalene. octahvdro-2.5-dimethvl- 138 C10H18 028588-55-8 50
4 Acetic acid. cis-4-methvlcvclohe... 156 C9H1602 1000368-24-8 50
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 47
Abundance Scan 1277 (11.098 min): BM014718.D (-1270) (-) m/z 81.10 100.00%
g1
5000 41
69 SN NV VY
119 10.80 11.00 11.20 11.40
M2 207 m/z 97.10  61.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69897: trans-4-Methylcyclohexanol, trifluoroacetate
5000 LR AR SRR B B
55 9 10.80 11.00 11.20 11.40
69 m/z 55.10 56.59%
15 “ ﬂ \‘ il “ 112 125 141153
m/z--> 20 40 ' 80 100 120 140 160 180 200
Abundance
81
10.80 11.00 11.20 11.40
5000 m/z 96.10 46 .34%
55 68 96
07 39
15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16948: Pentalene, octahydro-2,5-dimethyl- e AR RREaEEES e SR
81 10.80 11.00 11.20 11.40
m/z 41.10 45 _51%
5000 %
55 g7
138
e “‘..“i‘...‘.‘l.19?.];2.3...‘l....l....l....l.... L o = IS
m/z--> 20 40 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40

SOM-EPA-BM032818MA_M Wed Apr 25 18:25:01 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
11.26 2.12 ng/ul 576610 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Diisopropvl cvclohexane 168 Cl1l2H24 022907-72-8 50
2 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 50
3 Cvclooctane. 1-methvl-3-propvl- 168 C12H24 255885-37-1 47
4 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 47
5 Cyclohexane, l-ethyl-2-propyl- 154 C11H22 062238-33-9 46

Abundance Scan 1305 (11.263 min): BM014718.D (-1300) (-) m/z 69.10 100.00%
69
43
5000
'11.00 11.20 11.40 11.60
m/z 43.10 73.79%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36821: 1,4-Diisopropyl cyclohexane
69
41
5000 55 83 LI I S UL B
195 11.00 11.20 11.40 11.60
27 168 m/z 55.10 42 .53%
; .1.5| ; ‘.‘ — ‘I" ; .Hl‘ I .“‘.‘. .“i”ﬁ ; '9'7I .1?9.. I .“. — .1.53.| ; l —
m/z--> 20 40 60 80 100 120 140 160
Abundance
69
'11.00 11.20 11.40 11.60
5000 55 a3 125 m/z 83.10 38.05%
41
29 9% 111 130 154
miz--> 20 40 60 80 100 120 140 160
Abundance #36851: Cyclooctane, 1-methyl-3-propy!- i A
69 11.00 11.20 11.40 11.60
m/z 84.10 37.03%
83
5000 a1 55 125
29 97
|||||‘|‘||‘|“|||H|‘||H“|||‘|||=‘||:!-1|1|||‘|||||||||||||
m/z--> 20 40 60 80 100 120 140 160 11.00 11.20 11.40 11.60

SOM-EPA-BM032818MA_M Wed Apr 25 18:25:01 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 unknown-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.30 3.39 ng/ul 921654 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Conessine 356 C24H40N2 000546-06-5 35
2 Pelletierine 141 C8H15NO 004396-01-4 35
3 2-Methvlpiperidine 99 C6H13N 000109-05-7 32
4 Benzene-D6 84 C6D6 001076-43-3 27
5 2-Methyl[1,3,4]Joxadiazole 84 C3H4N20 003451-51-2 27
Abundance Scan 1311 (11.298 min): BM014718.D (-1307) (-) m/z 84.10 100.00%
gu
5000 55
141
111 11.00 11.20 11.40 11.60
3 .I",l.'.h..l,....,20.7...,....,....,. m/z 55.10 39.53%
m/z--> 50 100 150 200 250 300 350
Abundance #188322: Conessine
84
5000 U LA AU BRI B
11.00 11.20 11.40 11.60
m/z 69.10 36.33%
58 | | 341
m/z--> 50 100 150 200 250 300 350
Abundance
84
11.00 11.20 11.40 11.60
5000 m/z 73.00 33.02%
43
141
m/z--> " 'so 100 150 200 250 300 350
Abundance #3538: 2-MethyIpiperidine R EE RSt Sl SR
84 11.00 11.20 11.40 11.60
m/z 41.10 30.91%
5000 56
28
"M H'i'“ll""l LN UL UL B B R AL UL BRI B
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60

SOM-EPA-BM032818MA_.M Wed Apr 25 18:25:02 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Benzene, pentamethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.73 ng/ul 742460 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 87
2 4-tert-Butvltoluene 148 C11H16 000098-51-1 55
3 4-tert-Butvltoluene 148 C11H16 000098-51-1 55
4 Benzene. 1.4-dimethvl-2-(1l-methv... 148 C11H16 004132-72-3 55
5 2-tert-Butyltoluene 148 C11H16 001074-92-6 55
Abundance Scan 1391 (11.769 min): BM014718.D (-1385) (-) m/z 133.10 100.00%
133
5000
41 55 69 84 95 148
|‘ h |‘ ||| P119 11.40 11.60 11.80 12.00
y_th] ||-|I| Loyl l"l.:'.l,..'..,....,....,2.0.7.. m/z 84.10 30. 14%
m/z--> 20 120 140 160 180 200
Abundance #22771. Benzene, pentamethy!-
133
5000 148 11.40 1160 11.80 12.00
91 m/z 41.10 29.66%
15 27 3 51 65 7T | TP
iz % 40 e 8 100 130 10 180 1% 300
Abundance
133
11.40 1160 11.80 12.00
m/ 55.10 29 .00%
5000 105 z 0
1 03 148
15 27 51 65 77 117
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #22768: 4-tert-Butyltoluene L B o
133 11.40 11.60 11.80 12.00
m/z 95.10 27 .96%
5000 105
41 148
y Toww |
1 i L . L )L .
m/z--> 20 40 60 80 100 120 140 160 180 200 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 unknown-03 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.23 3.04 ng/ul 827078 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol2.5loctane-1.1-dicarbonitr... 174 C11H14N2 1000151-43-1 27
2 1.3-Pentadiene. 2.4-dimethvl- 96 C7H12 001000-86-8 25
3 Ethanone. 1-(1.3-dimethvl-3-cvcl... 152 C10H160 051733-68-7 25
4 1.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 22
5 1,4-Hexadiene, 5-methyl- 96 C7H12 000763-88-2 22

Abundance Scan 1469 (12.227 min): BM014718.D (-1456) (-) m/z 109.05 100.00%

109

5000

s

137 155 L e e e e o e

12.00 12.20 12.40 12.60
m/z 55.10 78.78%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41062: Spiro[2.5]octane-1,1-dicarbonitrile, 4-methyl-
67
5000 LA L L L L I
12. OO 12. 20 12. 40 12 60
27 m/z 41.10 65.37%

V- 107 119131 145 159 173

H\ Hm H‘
m/z--> 20 40 0 80 100 120 140 160 180 200

81
96 IIIIIIIIIIIIIIIIIIIIIII
12.00 12.20 12.40 12.60
5000 39 m/z 81.10 60.77%
27 53
15 67
R B W B B R B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25269: Ethanone, 1-(1,3-dimethyl-3-cyclohexen-1-yl)- REmaEES RS S
109 12.00 12.20 12.40 12.60
m/z 69.10 46.01%
- .1 M\/J\m
55 8l 93
SN O YN G N L 2NN
m/z--> 20 40 60 80 100 120 140 160 180 200 12. OO 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknown-04 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.43 6.05 ng/ul 1646600 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 30
2 Cvclopentane. 1.2.3.4.5-pentamet... 140 C10H20 1000152-79-7 27
3 (S)Y-3-Ethvl-4-methvilpentanol 130 C8H180 1000144-07-1 27
4 1-Pvrroline. 3-ethvl- 97 C6H11N 1000073-06-0 22
5 2-l1sopropylimidazole 110 C6H10N2 036947-68-9 20
Abundance Scan 1503 (12.428 min): BM014718.D (-1496) (-) m/z 84.10 100.00%

5000

-

12.20 12.40 12.60 12.80
m/z 55.10 96.89%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26751: 6-Octenal, 3,7-dimethyl-, (R)-
41 9
5000 55 95 L L L L
12.20 12.40 12.60 12.80
0
29 ‘ ‘ ‘ 84 1OF121 - m/z 69.10 90.01%
S 0 O .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
84
69 T T T
12.20 12.40 12.60 12.80
5000 m/z 95.10 89.46%
41 55
29 97 111 125 140
L I B i o o LI o B o o o o o e I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13750: (S)-3-Ethyl-4-methylpentanol A L e
4 69 12.20 12.40 12.60 12.80
84 m/z 41.10 89.31%
55
5000
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 M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 unknown-05 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.12 3.69 ng/ul 1004820 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Hexadiene 82 CG6H10 000592-45-0 43
2 1.3-Pentadiene. 3-methvl-. (2)- 82 C6H10 002787-45-3 43
3 1.3-Pentadiene. 3-methvl-. (E)- 82 C6H10 002787-43-1 43
4 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 42
5 3-Octyne, 5-methyl- 124 CO9H16 062108-33-2 42
Abundance Scan 1621 (13.122 min): BM014718.D (-1613) (-) m/z 82.10 100.00%
95
5000
123 133 RN U RN IR
12.80 13.00 13.20 13.40
m/z 67.10 95.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1194: 1,4-Hexadiene
67
39
5000 82 LR AR SUULILA BN B
27 12. 80 13. 00 13. 20 13.40
54 m/z 73.10 91.48%
..%?,JU.NW.Jwt,wl..,....,.... S
m/z--> 20 40 60 80 100 120 140 160
Abundance
67
12:80 13.00 13.20 13.40 |
5000 a1 82 m/z 95.10 89.46%
27 53
miz-> 20 40 60 8 100 120 140 160
Abundance #1265: 1,3-Pentadiene, 3-methyl-, (E)- e A REEEEEasS
a7 12.80 13.00 13.20 13.40
m/z 111.10 84 .36%
5000 a1 82
27 53
m/z--> 20 40 60 80 100 120 140 160 12. 80 13. 00 13. 20 13 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Benzoic acid, 2,5-dimethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.34 2.13 ng/ul 695500 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.5-dimethvl- 150 C9H1002 000610-72-0 93
2 Benzoic acid. 2.6-dimethvl- 150 C9H1002 000632-46-2 91
3 Benzoic acid. 2.6-dimethvl- 150 C9H1002 000632-46-2 91
4 Benzoic acid. 2.6-dimethvl- 150 C9H1002 000632-46-2 90
5 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 86
Abundance Scan 1658 (13.339 min): BM014718.D (-1653) (-) m/z 132.00 100.00%
132
150
104
5000
77
i 1900 13120 1340 1960
3 8 e B Tm/z 150.10 77.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24449: Benzoic acid, 2,5-dimethyl-
104 132 150
5000 7
51 13.00 13.20 13.40 13.60
m/z 104.10 53.66%
27 ‘
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
182 o
13.00 13.20 13.40 13.60
5000 104 m/z 105.10 50.47%
77
51
27 118
Wmﬁwﬁwﬁwﬁmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24454. Benzoic acid, 2,6—dimethy|— L L L B N LR
132 13.00 13.20 13.40 13.60
m/z 133.10 42 _.13%
150
104
5000
51 77
118
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

SOM-EPA-BM032818MA_M Wed Apr 25 18:25:05 2018 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknown-06 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.52 3.42 ng/ul 1116260 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Octadienal. (E.E)- 124 C8H120 030361-28-5 43
2 Bicvclol2.2.1Theptane. 2-chloro-... 144 C8H13ClI 022768-96-3 43
3 2.4-Octadienal. (E.E)- 124 C8H120 030361-28-5 43
4 Cvclohexene. 1l-ethvl- 110 C8H14 001453-24-3 38
5 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 38
Abundance Scan 1689 (13.522 min): BM014718.D (-1683) (-) m/z 81.10 100.00%
il
5000
o |1 T W T
175 193 281 m/z 109.10 25.96%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10499: 2,4-Octadienal, (E,E)-
81
5000 SRR SRR MR SRR
a1 13.20 13.40 13.60 13.80
27“ 67 m/z 124.10 25.11%

124
“ \H‘ h‘\ m 9\5

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

Abundance
81
R RARREEEEEE Ry
13.20 13.40 13.60 13.80
5000 m/z 93.10 21.79%
67
41 95 109 19144
Twmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10498: 2,4-Octadienal, (E,E)- B e A EEEEmmmam
81 13.20 13.40 13.60 13.80
m/z 41.10 19.00%
5000
39
‘ 53 67 95 124
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknown-07 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.58 2.65 ng/ul 865779 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Butoxvethoxv)acetic acid 176 C8H1604 082941-26-2 46
2 Butvl 2-(2-butoxvethoxv)acetate 232 C12H2404 1000366-90-0 32
3 Benzene. l-methoxv-4-(methoxvmet... 168 C9H1203 025458-46-2 25
4 Ethene. (2-methoxvethoxvy)- 102 C5H1002 001663-35-0 22
5 Dimethyl-cyano-phosphine 87 C3H6NP 031641-57-3 22
Abundance Scan 1699 (13.580 min): BM014718.D (-1694) (-) m/z 57.10 100.00%
57
41
5000
13.20 13.40 13.60 13.80
180193 209 m/z 41.10 52.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42936: 2-(2-Butoxyethoxy)acetic acid
57
5000 45 AR AR R U B
29 anmwmnm
‘ g7 103 m/z 45.05 51.67%
--1?.-‘1‘--‘.“%-M‘----.--- k“---l-lf-l-:?l-.----.----.----.----.----.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
13.20 1340 13.60 13.80
5000 m/z 81.10 27 .79%
o9 41 o 103
15 73 117 23 145 150 177189 232
m/z--> 26 Jo éo éo 100 150 110 1éo 180 260 250 '
Abundance #37331: Benzene, 1-methoxy-4-(methoxymethoxy)- A B b
45 13.20 13.40 13.60 13.80
m/z 109.10 26.79%
5000
123 138 168
29 63 77 9 ‘ ‘
S e A T - A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1320 1340 1360 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 20 Cyclohexene, l1-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.69 2.03 ng/ul 663475 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. l1l-methvl- 96 C7H12 000591-49-1 59
2 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 59
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 59
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 59
5 trans-2-Methylcyclohexanol, chlo... 226 C9H13CIF202 1000376-26-0 53
Abundance Scan 1718 (13.692 min): BM014718.D (-1708) (-) m/z 81.10 100.00%
g1 96
5000 55
4l 110
bl e o1 |14 1560 1380 1000
ek ol w1176 207 281 s 96.10  91.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2881: Cyclohexene, 1-methyl-
81
5000 67 LI IS BN S B
39 96 1340 13.60 13.80 14.00
S m/z 73.05 53.73%
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
13.40 13.60 13.80 14.00
5000 m/z 55.10 45_77%
67 96
39 53
15
mwmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2874: Cyclohexene, 1-methyl- A
il 13.40 13.60 13.80 14.00
m/z 95.10 33.84%
5000 67 926
39 5
IIEI-'5I"'"‘I"""I""‘I'"'I'"'I""I""I"" IR SR D B B B rrryrTTTT T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 21 unknown-08 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.34 ng/ul 764463 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. triethoxv-2-propenvl- 204 C9H2003Si 002550-04-1 38
2 1.4-Cvclohexadiene. 3.3.6.6-tetr... 192 C14H24 078578-89-9 38
3 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 25
4 1.2-Naphthalenediol. l1-ethvl-1.2... 192 C12H1602 056588-35-3 22
5 Silane, (4-ethylphenyl)trimethyl- 178 C11H18Si 017988-50-0 22
Abundance Scan 1876 (14.621 min): BM014718.D (-1873) (-) m/z 163.10 100.00%
143
119
5000
1r8 14.40 14.60 14.80 15.00
192 207 m/z 119.05  70.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64892: Silane, triethoxy-2-propeny!-
16
5000 LRI IS B SULILILN
119 1440 14.60 14.80 15.00
79
5 63 op 107 135 m/z 81.10 53.34%
15 27 | Bl | 147 | 175 189 203
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
163
79 107 135 R R e
14.40 14.60 14.80 15.00
5000 29 m/z 96.10 52.98%
41 a1
119
53 65 147 177 192
m/z--> 25 Jo eb éo 160 150 150 1éo 180 260
Abundance #43766: Benzoic acid, p-tert-butyl- A L R REmms e
163 14.40 14.60 14.80 15.00
m/z 108.10 48.63%
5000
91 135
4l 51 115 178
15 27 [ 51 65 | 10318 146 | |
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 15';0 2(')0 14'40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 22 4-lIsopropylphenylacetic acid Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
14.96  2.31 ng/ul 755704  Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4-1sopropviphenvlacetic acid 178 C11H1402 004476-28-2 60

005401-94-5 46
002078-54-8 43
004107-65-7 38
002879-20-1 38

2 1H-Indazole.
3 Propofol 178 C12H180
4 Benzonitrile. 2.4-dimethoxv- 163 C9HO9NO2
5 Ethanone, 1-(2,3-dihydro-1,4-ben... 178 C10H1003

5-nitro- 163 C7H5N302

Abundance Scan 1934 (14.963 min): BM014718.D (-1928) (-) m/z 163.05 100.00%
163
5000 o1 145
M 77 115 131 178
| 53 65 I | ||| ‘“ | l 104 208 14.60 14.80 15.00 15.20
S AR (T "|"'- T IS N A L. m/z 145.00  47.04%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #43770: 4-Isopropylphenylacetic acid
117 163
5000 91 LA L L L L L
178 14.60 14.80 15.00 15.20
a5 m/z 91.10 35.72%
27 65 77 105 133
i el e L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163
R
90 14.60 14.80 15.00 15.20
5000 m/z 178.10 31.79%
63 117 133
16 2839 52 78 105 147
B e O s o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43974: Propofol RN mEa e L
163 14.60 14.80 15.00 15.20
m/z 131.05 30.65%
5000
178
o1 117
15 27 91 53 65 77 77108 || 185147 |
R e B L e R 1 M e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20

SOM-EPA-BM032818MA_.M Wed Apr 25 18:25:07 2018

Page: 25



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 23 1-Adamantyl methyl ketone Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.54 2.22 ng/ul 726533 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantvl methvl ketone 178 C12H180 001660-04-4 80
2 Adamantane-1l-carboxvlic acid 180 C11H1602 000828-51-3 80
3 Adamantane. 1l-thiocvanatomethvl- 207 C12H17NS 1000304-65-8 72
4 1-Adamantanemethanol 166 C11H180 000770-71-8 72
5 Ethyladamantane-1-carboxylate 208 C13H2002 002094-73-7 72
Abundance Scan 2032 (15.539 min): BM014718.D (-2029) (-) m/z 135.10 100.00%
5000
a1 7|9 107 163177 15.20 15.40 15.60 15.80
192 : - : :
o MR 20 AT T B I S By = £ . [ R WY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43990: 1-Adamantyl methyl ketone
135
5000 L U BN B IR
15.20 15.40 15.60 15.80
43 79 93 m/z 93.10 15.31%
LA e T el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
135
15.20 15.40 15.60 15.80
5000 m/z 77.10 9.62%
79 93
27 41 55 107, 161 180
Wmﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66926: Adamantane, 1-thiocyanatomethy!l- R A REER R
135 15.20 15.40 15.60 15.80
m/z 91.10 9.49%
5000
s 107 149
Hh “L \‘\ ‘J ‘ 121 ‘ 164 180 207
m/z--> 20 Jo 60 éo 160 150 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 24 unknown-09 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.62 5.70 ng/ul 1862580 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. ethvl hept-2-vl e... 292 C17H2404 1000356-96-8 35
2 1.3-Dioxolane. 2-tert-butvl-2-ph... 206 C13H1802 006135-60-0 35
3 Benzoic acid. 2-(3-nitrophenvDe... 271 C15H13N0O4 1000368-22-4 35
4 2-n-Propvlill.3.21dioxarsinane 192 C6H13As02 1000322-39-7 35
5 Phthalic acid, 2-cyclohexylethyl... 304 C18H2404 1000309-05-4 35
Abundance Scan 2046 (15.621 min): BM014718.D (-2042) (-) m/z 149.10 100.00%
149
5000
159
41 " 93105115 133 7 10 R S SR UL AR
55 67 20 15.40 15.60 15.80 16.00
! m/z 159.10 32.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #137734: Phthalic acid, ethyl hept-2-yl ester
149
5000 R B B SO
177 15.40 15.60 15.80 16.00
195 m/z 177.10 27 .46%
29 41 56 g 76 93 105 121132 | \

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

Abundance
149
e RS RREms ma s S
15.40 15.60 15.80 16.00
5000 m/z 105.10 27 .37%
105
77
29 4151 g3 91 119129 161 175 191 205
L I e B B A I S o L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester A L R REmms e
149 15.40 15.60 15.80 16.00
m/z 150.10 25.38%
105
5000 "
51 90
27 39 % 63 | 90 || 122133 | 165178
i B s e e AL o I T e ! A L R REmms e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M

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

le Concentration Rank 9

Peak Number 25 (3-Methoxyphenyl)acetonitri

R.T. EstConc Area Relative to ISTD R.T.
15.72 4.97 ng/ul 1623200 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3-MethoxvphenvD)acetonitrile 147 C9HONO 019924-43-7 50
2 (Benzo(b)thien-6-vDacetic acid 192 C10H802S 006177-87-3 43
3 Dewar benzene. hexamethvl- 162 C12H18 007641-77-2 43
4 6-Amino-2-methvl-2H-indazole 147 C8HON3 050593-30-1 43
5 Benzoic acid, 4-propyl-, 4-cyano... 265 C17H15NO2 056131-49-8 43

Abundance Scan 2063 (15.721 min): BM014718.D (-2057) (-) m/z 147.10 100.00%
147
5000
91 163
‘ 117 192
63 3 178 15.40 15.60 15.80 16.00
0...,....',||..'- o '-'- e '.“..||“ -t ,,| 2?2 Tm/z 163.10  34.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22568: (3-Methoxyphenyl)acetonitrile
147
5000 U B UM RN SRR
15.40 15.60 15.80 16.00
LU132 m/z 91.10 31.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
147
15.40 15.60 15.80 16.00
5000 192 m/z 192.10 22 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32255: Dewar benzene, hexamethy!- T
147 15.40 15.60 15.80 16.00
m/z 117.10 22 .26%
5000
162
91105119
41 55 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 26 2,3,5,6-Tetramethylbenzoic ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.78 2.92 ng/ul 953273 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.5.6-Tetramethvlbenzoic acid 178 C11H1402 002604-45-7 55
2 Pentacvclol5.2.1.0(1.5).0(5.9).0... 132 C10H12 1000185-59-0 25
3 Ethvl 2.4-dimethvlbenzoate 178 C11H1402 033499-42-2 18
4 1.3-Cvclopentadiene. 5.5-dimethv... 178 C13H22 1000163-88-0 18
5 3a,6-Methano-3aH-indene, 2,3,6,7... 132 C10H12 098640-29-0 15
Abundance Scan 2073 (15.780 min): BM014718.D (-2070) (-) m/z 160.10 100.00%
117 160 178
5000
192 1540 15,60 1580 1600
208222 281 | "m/z 178.05 94.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43785: 2,3,5,6-Tetramethylbenzoic acid
117 160 178
133
5000 39 a1 BN o R
77 15.40 15.60 15.80 16.00
6 m/z 117.10 91.87%
15 Il\‘l‘\lll\lll H""‘l"" A ARRAZEEEES o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
SRR BN SR SURRILE I
91 15.40 15.60 15.80 16.00
5000 131 m/z 133.10 79.27%
39 77
63

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

Abundance #43763: Ethyl 2,4-dimethylbenzoate A B b

133 15.40 15.60 15.80 16.00
m/z 149.10 78.94%

5000
77 105 178
51 g1 149

PR VP ol T N 1 VO | OV W

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 27 3-Pentenoic acid, 4-phenyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.52 ng/ul 822831 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 87
2 Cvclopropane. l-chloro-1-methvl-... 166 C10H11ClI 1000161-07-9 53
3 Propanedinitrile. (2.3-dihvdro-1... 196 C13H12N2 069564-96-1 53
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 53
5 Naphthalene-4a,8a-dicarboxylic a... 250 C14H1804 007177-20-0 53
Abundance Scan 2122 (16.068 min): BM014718.D (-2119) (-) m/z 131.10 100.00%
131
5000
o1 176 R DA SUNILR SR SR
51 15.80 16.00 16.20 16.40
N .?‘,5.5.1..,21.0...,?6.7..,....3,5?...4?1. m/z 176.10 22.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #42329: 3-Pentenoic acid, 4-phenyl-
131
176 RS 1 W
5000 a1 15,80 16.00 16.20 16.40
m/z 91.10 20.87%
51
..‘.”%‘.“.“..i‘.“‘.‘h...‘..l........l....l....l.
m/z--> 50 100 150 200 250 300 350 400
Abundance
131
15.80 16,00 16,20 16.40
5000 m/z 129.05 20.81%
91
27 51 111 166
mz-> 50 100 150 200 250 300 350 400
Abundance #58177: Propanedinitrile, (2,3-dihydro-1-methyl-1H-inden-1... R EEEEE RS
131 15.80 16.00 16.20 16.40
m/z 115.10 20.80%
5000
91
27,5070 | 111 | 153 196
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014718.D

Aca On : 17 Apr 2018 11:59

Operator : SJ/JU

Sample : J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 28 2-Naphthylpropionic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.25 2.65 ng/ul 803068 Phenanthrene-d10 17.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthvlpropionic acid 200 C13H1202 1000129-24-1 53
2 Benzeneacetic acid. 3-fluoro-4-h... 200 C9H9FO4 114669-81-7 35
3 Ethvl _beta.-naphthoate 200 C13H1202 003007-91-8 35
4 1.6-Dioxaspirol4.41non-3-ene. 2-... 200 C13H1202 016863-61-9 27
5 2-Phenyl-3,5-dimethyl-4-nitrosop... 200 C12H12N20 075096-71-8 22
Abundance Scan 2493 (18.251 min): BM014718.D (-2490) (-) m/z 200.05 100.00%
200
155
5000
6 128 182
51 99 18.00 18.20 18.40 18.60
il 231 261282 s m/z 155.10 56.62%
m/z--> 50 100 150 200 250 300 350
Abundance #61246: 2-Naphthylpropionic acid
155
5000 LR SR BRI IR S
200 18.00 18.20 18.40 18.60
128 m/z 154.10 45 _35%
o n 101, | ‘\‘\ 181 |
m/z--> 50 100 150 200 250 300 350
Abundance
155
" 18.00 18.20 18.40 18.60
5000 200 m/z 153.10 42 _.29%
45 64 g3 112 .. 182
m/z--> 50 100 150 200 250 300 350
Abundance #61245: Ethyl .beta.-naphthoate L B B e
127 155 18.00 18.20 18.40 18.60
m/z 183.05 34 .04%
5000 200
77
29 51 101 %
.‘.M. T ,‘ .“.”. T i{ T .‘. ™ .1.3.‘. T T T T
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041718\
Data File : BM014718.D

Acq On 17 Apr 2018 11:59

Operator : SJ/JU

Sample - J2313-18

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Pentanol, 2,2-d... 4_.00 3.1 ng/ul 514255 1 8.57 3295740 20.0
Cyclopentanol, 1-... 4._.86 2.7 ng/ul 443247 1 8.57 3295740 20.0
1,3-Dimethylcyclo. .. 5.65 2.1 ng/ul 351751 1 8.57 3295740 20.0
Benzene, (1-methy... 7.00 5.7 ng/ul 938971 1 8.57 3295740 20.0
unknown-01 9.60 5.4 ng/ul 894122 1 8.57 3295740 20.0
Benzene, 4-ethyl-.._. 9.69 5.2 ng/ul 852923 1 8.57 3295740 20.0
Benzene, 1,2,3,4-... 10.22 2.3 ng/ul 632901 2 11.42 5443310 20.0
o-Cymene 10.80 11.4 ng/ul 3113700 2 11.42 5443310 20.0
trans-4-Methylcyc... 11.10 2.2 ng/ul 587073 2 11.42 5443310 20.0
(DEL) Alkane: Str... 11.26 2.1 ng/ul 576610 2 11.42 5443310 20.0
unknown-02 11.30 3.4 ng/ul 921654 2 11.42 5443310 20.0
Benzene, pentamet... 11.77 2.7 ng/ul 742460 2 11.42 5443310 20.0
unknown-03 12.23 3.0 ng/ul 827078 2 11.42 5443310 20.0
unknown-04 12.43 6.0 ng/ul 1646600 2 11.42 5443310 20.0
unknown-05 13.12 3.7 ng/ul 1004820 2 11.42 5443310 20.0
Benzoic acid, 2,5... 13.34 2.1 ng/ul 695500 3 15.17 6537300 20.0
unknown-06 13.52 3.4 ng/ul 1116260 3 15.17 6537300 20.0
unknown-07 13.58 2.6 ng/ul 865779 3 15.17 6537300 20.0
Cyclohexene, 1-me... 13.69 2.0 ng/ul 663475 3 15.17 6537300 20.0
unknown-08 14.62 2.3 ng/ul 764463 3 15.17 6537300 20.0
4-1sopropylphenyl... 14.96 2.3 ng/ul 755704 3 15.17 6537300 20.0
1-Adamantyl methy... 15.54 2.2 ng/ul 726533 3 15.17 6537300 20.0
unknown-09 15.62 5.7 ng/ul 1862580 3 15.17 6537300 20.0
(3-Methoxyphenyl) ... 15.72 5.0 ng/Zul 1623200 3 15.17 6537300 20.0
2,3,5,6-Tetrameth... 15.78 2.9 ng/ul 953273 3 15.17 6537300 20.0
3-Pentenoic acid,... 16.07 2.5 ng/ul 822831 3 15.17 6537300 20.0
2-Naphthylpropion... 18.25 2.6 ng/ul 803068 4 17.88 6061970 20.0
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