LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample - K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
Title : SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.128 21 24 32 rvB 16395 26926 0.85% 0.089%
2 3.722 121 125 135 rVB2 16061 29002 0.91% 0.096%
3 4.175 200 202 206 rBvV3 4782 8285 0.26% 0.028%
4  4.722 291 295 301 rBvV 11945 18002 0.57% 0.060%
5 6.657 619 624 629 rvB2 4051 5821 0.18% 0.019%

6.763 636 642 655 rBv 130858 309881 9.74% 1.030%
6.934 665 671 686 rBvV 133122 283923 8.93% 0.944%
718 rvVB 191031 360809 11.34% 1.199%
7.575 774 780 796 rBV 428027 758915 23.86% 2.522%
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1 8.304 899 904 915 rBV 77998 166515 5.23% 0.553%
11 8.446 923 928 932 rBv4 3941 7487 0.24% 0.025%
12 8.751 974 980 998 rBV 173069 347755 10.93% 1.156%
13 9.075 1030 1035 1044 rVB 10358 16001 0.50% 0.053%

14 9.463 1096 1101 1113 rBV 140569 271374 8.53% 0.902%
15 10.004 1186 1193 1219 rVV 120055 366693 11.53% 1.219%

16 10.357 1246 1253 1265 rBV 652323 1136665 35.73% 3.777%
17 10.551 1277 1286 1300 rBV3 34094 112329 3.53% 0.373%

18 12.375 1590 1596 1603 rVB 39482 59654 1.88% 0.198%
19 12.557 1622 1627 1633 rVB2 12148 16248 0.51% 0.054%
20 12.945 1687 1693 1700 rVB 119428 196963 6.19% 0.655%
21 13.081 1710 1716 1721 rBV2 32645 42921 1.35% 0.143%
22 13.369 1762 1765 1769 rVB 4376 5301 0.17% 0.018%
23 13.528 1788 1792 1796 rVB2 11948 14837 0.47% 0.049%
24 13.622 1804 1808 1809 rBV2 14095 14710 0.46% 0.049%

25 13.657 1809 1814 1820 rVV 493450 743279 23.37% 2.470%

26 13.710 1820 1823 1834 rVV 78860 137212 4_.31% 0.456%

27 13.798 1834 1838 1844 rVB2 21948 27608 0.87% 0.092%
28 13.928 1854 1860 1866 rBV 541405 829937 26.09% 2.758%
29 13.975 1866 1868 1874 rVV2 18829 26489 0.83% 0.088%
30 14.057 1877 1882 1887 rVV2 21099 30472 0.96% 0.101%
31 14.116 1887 1892 1897 rVB4 10108 19323 0.61% 0.064%

32 14.239 1906 1913 1917 rVV2 993514 1552593 48.81% 5.160%
33 14.280 1917 1920 1925 rVV2 173040 256097 8.05% 0.851%
34 14.339 1925 1930 1936 rVV3 50169 98584 3.10% 0.328%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample - K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_.M
Title = SVOA CALIBRATION

35 14.392 1936 1939 1944 rVB2 33167 45264 1.42% 0.150%
36 14.475 1949 1953 1955 rBV3 19755 25509 0.80% 0.085%
37 14.510 1955 1959 1964 rBV4 42957 90732 2.85% 0.302%
38 14.598 1971 1974 1978 rVB4 11176 14523 0.46% 0.048%
39 14.869 2016 2020 2023 rBV3 6027 7300 0.23% 0.024%
40 15.033 2044 2048 2049 rBV 3154 3442 0.11% 0.011%
41 15.080 2052 2056 2061 rVB2 4985 6789 0.21% 0.023%
42 15.145 2061 2067 2072 rBV3 2163 3319 0.10% 0.011%

43 15.239 2077 2083 2093 rBVY 741145 1135322 35.69% 3.773%
44 15.327 2093 2098 2104 rVvV 370476 491344 15.45% 1.633%
45 15.386 2104 2108 2120 rVV 135511 259015 8.14% 0.861%

46 15.480 2120 2124 2129 rVV6 15231 26551 0.83% 0.088%
47 15.563 2133 2138 2142 rVV6 6288 10297 0.32% 0.034%
48 15.710 2156 2163 2171 rVB5 11204 20797 0.65% 0.069%
49 15.804 2171 2179 2180 rBV5 2812 5540 0.17% 0.018%
50 15.857 2185 2188 2189 rBV2 4506 3656 0.11% 0.012%
51 15.886 2189 2193 2199 rVV3 24946 32790 1.03% 0.109%
52 15.939 2199 2202 2210 rVB4 10117 19898 0.63% 0.066%
53 16.133 2231 2235 2240 rVB3 4972 6854 0.22% 0.023%
54 16.198 2242 2246 2247 rBV2 2835 3673 0.12% 0.012%
55 16.421 2279 2284 2288 rBV3 6865 12889 0.41% 0.043%
56 16.545 2301 2305 2309 rBV 11888 16863 0.53% 0.056%
57 16.610 2312 2316 2319 rVB4 2656 4620 0.15% 0.015%
58 16.739 2333 2338 2341 rBV4 11637 16524 0.52% 0.055%
59 16.786 2345 2346 2355 rVB4 7153 10370 0.33% 0.034%
60 16.898 2358 2365 2370 rBv4 11506 22233 0.70% 0.074%

61 16.998 2375 2382 2391 rBV 1325575 1876217 58.98% 6.235%
62 17.098 2391 2399 2408 rBV 773828 1203136 37.82% 3.998%

63 17.280 2425 2430 2433 rBV6 4081 4283 0.13% 0.014%
64 17.374 2443 2446 2455 rVB7 3533 6490 0.20% 0.022%
65 17.474 2460 2463 2467 rVB2 5894 8083 0.25% 0.027%
66 17.639 2488 2491 2493 rVV3 3287 4344 0.14% 0.014%
67 17.657 2493 2494 2499 rVB4 3610 4292 0.13% 0.014%
68 17.774 2506 2514 2520 rBV7 7747 20019 0.63% 0.067%
69 17.827 2520 2523 2528 rBV4 21584 29797 0.94% 0.099%

70 17.886 2528 2533 2546 rBV 193429 335285 10.54% 1.114%
71 18.063 2560 2563 2566 rVB4 4797 4445 0.14% 0.015%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample - K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_.M
Title = SVOA CALIBRATION

72 18.186 2578 2584 2589 rBV7 18189 43759 1.38% 0.145%
73 18.327 2604 2608 2610 rVB4 5955 6293 0.20% 0.021%
74 18.680 2665 2668 2671 rVvv4 4471 6574 0.21% 0.022%
75 18.715 2671 2674 2677 rVV4 9610 11073 0.35% 0.037%
76 18.751 2677 2680 2684 rVB4 6192 8117 0.26% 0.027%
77 18.810 2688 2690 2694 rVB3 8104 8734 0.27% 0.029%
78 19.062 2725 2733 2735 rBV3 36979 77913 2.45% 0.259%

79 19.180 2749 2753 2762 rVV2 92005 143437 4_.51% 0.477%
80 19.404 2785 2791 2797 rBV 1059130 1457389 45.82% 4.843%

81 19.645 2830 2832 2836 rVB3 10112 9782 0.31% 0.033%
82 19.909 2875 2877 2878 rBV 10487 6656 0.21% 0.022%
83 19.933 2879 2881 2889 rVB2 30573 37665 1.18% 0.125%
84 20.433 2963 2966 2972 rBV 51750 58752 1.85% 0.195%

85 20.898 3041 3045 3051 rBvV 366295 450989 14.18% 1.499%

86 21.198 3091 3096 3107 rBV 2008682 2784066 87.52% 9.252%
87 21.333 3116 3119 3127 rVB 165934 192699 6.06% 0.640%
88 21.762 3188 3192 3199 rBV 256833 320096 10.06% 1.064%
89 22.215 3264 3269 3273 rBV 313964 423245 13.31% 1.407%
90 22.703 3347 3352 3358 rBV 463313 646667 20.33% 2.149%

91 23.256 3440 3446 3454 rBV3 1310206 2450578 77.04% 8.144%
92 23.403 3464 3471 3481 rVB 1666136 3180961 100.00% 10.571%
93 23.880 3547 3552 3560 rVB 334844 591061 18.58% 1.964%
94 24.603 3669 3675 3685 rvB2 257508 618231 19.44% 2.055%
95 26.333 3963 3969 3979 rVB7 264418 717495 22.56% 2.384%

96 26.715 4026 4034 4047 rVB3 564224 1747134 54.92% 5.806%

Sum of corrected areas: 30090482
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

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

Abundance

2000000

1500000

1000000

500000

TIC: BM019596.D

10.36

7.57

6.76.95 1 8.75 9.46  10.00
313 372 418 472 6.68 [Lgm A\ J|10.55

0

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 8. 50 9.00 950 10.00 10.50 11.00 11.50

Abundance

2000000

1500000

1000000

500000

(o]

TIC: BM019596.D

17.00

19.40
14.24

12.00 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

Time-->
Abundance TIC: BM019596.D

2000000 21,20 23.40

23.2
1500000
1000000
26.71
22.70
23.88
22.22 24.60 26.33
500000{ 20.90 21.76
21.33
o T e e e e e e e e e

Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 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:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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 Naphthalene, 1,2,4a,5,6,8a-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.95 2.54 ng/ul 196963 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 64
2 Aristolene 204 C15H24 1000150-14-9 58
3 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 55
4 _alpha.-Muurolene 204 C15H24 010208-80-7 50
5 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 025246-27-9 49
Abundance Scan 1694 (12.951 min): BM019596.D (-1687) (-) m/z 105.00 100.00%
105
91
5000 119 161
41 77 S I A8 WU A
55 67 12.60 12.80 13.00 13.20

m/z 91.00 62.16%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58851: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-...
105

41 161

5000 o1

12.60 12.80 13.00 13.20
m/z 161.10 50.76%

55 81
65

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

Abundance #58620: Aristolene
105
IIIIIIIIIIIIIIIIIIIIII‘II
12.60 12.80 13.00 13.20
5000 o1 161 m/z 119.10 50.34%
41
119 133 147 189 204
79
1 \ b 175
.,....,‘ 4 U .“,“..l“.,‘.“.““‘.“ ...,‘...‘.,....,.‘...
m/z--> 20 40 80 100 120 140 160 180 200 /\
Abundance #58852: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4, 7-dimethyl-... I Eams ma L  REAR A
105 12.60 12.80 13.00 13.20
m/z 106.10 37 .49%
5000 41 161
119 204
H‘ ‘ ‘ 133 147 189
SN ”‘ TN T D = N N T SN VY SN
m/z--> 20 120 140 160 180 200 12 60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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 Azulene, 1,2,3,3a,4,5,6,7-0... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.33 6.33 ng/ul 491344 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Azulene,
2 Azulene,
3 Azulene,
4 Ledol

5 VERIDIFLOROL

-octahy... 204 C15H24

1,2,3,3a,4,5,6,7
1,2,3,3a,4,5,6,7-octahy... 204 C15H24
1,2,3,3a,4,5,6,7

-octahy... 204 C15H24
222 C15H260
222 C15H260

022567-17-5 70
022567-17-5 68
022567-17-5 45
000577-27-5 43
1000122-17-3 43

Abundance

5000

m/z--> 20 40 60 8

Scan 2098 (15.327 min): BM019596.D (-2093) (-)
9 9

0 100 120 140 160 180 200

Abundance

5000 55
41

28

m/z--> 20 40

#58911: Azulene,
81 107 161

1,2,3,3a,4,5,6,7-octahydro-1,4-dimethyl-7...

80 100 120 140 160 180 200

Abundance
41

55
5000
67

#58910: Azulene,

81

1,2,3,3a,4,5,6,7-octahydro-1,4-dimethyl-7...

91 105
161
119

133 147 189 204
175 ‘

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

Abundance

5000
41 55
67

#58913: Azulene,
81 161

1,2,3,3a,4,5,6,7-octahydro-1,4-dimethyl-7...
107

121 204
93 189
133 147
“\ ! ‘ Ll ‘
L

175

m/z 69.05 100.00%

|

15. 00 15. 20 15. 40 15. 60

m/z 109.10 98.62%

.

15. 00 15. 20 15. 40 15. 60

m/z 43.00 95.94%

T

15.00 15.20 15.40 15.60

m/z 67.10 80.56%

b

15. 00 15. 20 15. 40 15. 60

m/z 81.10 73 .60%

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

15.00 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.89 3.57 ng/ul 335285 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 2534 (17.892 min): BM019596.D (-2528) (-) m/z 73.00 100.00%

73
43 §
5000
129
97 213 R e
| S 143157171185 ) op7 256 17.60 17.80 18.00 18.20
— 281 m/z 60.00 71.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
ile] 73
5
5000 29 256 UL S BN BULALELN U

17.60 17.80 18.00 18.20
m/z 43.05  54.52%

213

143157171185 g

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

Abundance #92226: n-Hexadecanoic acid
43 73
5 17.60 17.80 18.00 18.20
5000{ og m/z 55.10 53.18%
256
|l ”M‘ 143157171185 199213297
RASERREREE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43 17.60 17.80 18.00 18.20
m/z 57.10 52.42%
60
5000
256
Il | ‘\ m gf‘ }15 \ 143157171185199213227242 \
,”.W.H.P.” e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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 Methoxyacetic acid, heptade... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.90 3.24 ng/ul 450989 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxyacetic acid, heptadecyl e... 328 C20H4003 1000282-99-1 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 83
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 83
Abundance Scan 3045 (20.898 min): BM019596.D (-3041) (-) m/z 57.10 100.00%
g7
83
5000
139 20.60 20.80 21.00 21.20
167194 222 252 281 343 m/z 43.05 72.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131829: Methoxyacetic acid, heptadecy! ester
5 o
5000
20.60 20.80 21.00 21.20
- m/z 71.05 71.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
83 20.60 20.80 21.00 21.20
5000 m/z 83.05 71.61%
29 111
168 196
IJI¢ Jlihlll A L.L}%gr. - .?%7. i E—
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57 20.60 20.80 21.00 21.20
83 m/z 69.10 69.84%
5000
111
29 169 238
L -‘-i. J,Jﬁg,,{ B - e e
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.76 2.30 ng/ul 320096 Chrysene-d12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octadecane 254 C18H38 000593-45-3 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 3192 (21.762 min): BM019596.D (-3188) (-) m/z 57.10 100.00%
57
85
5000
113 21.40 21.60 21.80 22.00
141
or AL [ha00007 230 283 sprass aonaze 489 Aot 0T o1 6y,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82606: Heptadecane
57
5000 85

21.40 21.60 21.80 22.00
m/z 85.05 62.63%

Jl%%141169197 240
e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane

21.40 21.60 21.80 22.00
5000 m/z 43.05 61.69%
85

29
‘ 113141169197 225 253281 323351 380

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

Abundance #91036: Octadecane I AEREEE R s o

57 21.40 21.60 21.80 22.00
m/z 55.05 25.90%

5000 85
29 3
113141 160 197 25 254

I L B e B B o A AEA R

m/z--> 0 50 100 150 200 250 300 350 400 450 21. 40 21 60 21. 80 22. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.22 3.04 ng/ul 423245 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Nonacosane 408 C29H60 000630-03-5 90
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3270 (22.221 min): BM019596.D (-3264) (-) m/z 57.10 100.00%
57
5000 jk
183207 281 22.00 22.20 22.40 22.60
A 239 313341369 415 475 n/z 71.10 90 74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57 A\
5000 85 RN U SRR SRR B
22.00 22.20 22.40 22.60
m/z 85.05 66.81%
ﬂ113 141 169 197 239 267 294 323 352
T P"'I”"I'”'I"” R U DAL UL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160628: Triacontane A
57
" 22.00 22.20 22.40 22.60
5000 85 m/z 43.10 59.71%
11
29| | 1| 7], 141 169 197 225 253 281 300 337 365 393 422
m/z--> 50 160 1%0 260 250 300 350 400 450
Abundance #158131: Nonacosane R e e e e
57 22.00 22.20 22.40 22.60
m/z 55.10 26 .57%
5000 85
29 | || /1141 169 197 225 253 281 300 337 365 408
m/z--> 5 100 150 260 250 300 350 400 450 2200 22.20 22,40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.70 4_.07 ng/ul 646667 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Heptacosane 380 C27H56 000593-49-7 81
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 80
Abundance Scan 3351 (22.698 min): BM019596.D (-3347) (-) m/z 57.05 100.00%
57
85
5000
113 22,40 22.60 22.80 23.00
141 169 : : : :
o, Al L L, 207 239 270295 325 356 430 461 | o 71 05 87.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl-
57 m_
5000 85 L BRI BN BRI IR
22.40 22.60 22.80 23.00
29 m/z 43.05 57.03%
TP A0 ag
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99487: Octadecane, 2-methyl-
57
22,40 22.60 22.80 23.00
5000 85 m/z 85.10 56.99%
29
DL 41 169 197 225 95
m/z--> 50 160 1%0 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl- s e e N R
57 22.40 22.60 22.80 23.00
m/z 55.10 24 _35%
5000 85 Akhv&wﬁhdk*wﬁ/\AWAMW*MJVNN“
. HJ .J.ﬂ,l.wl?.l‘.”, 101 Boeamamasn | M)
m/z--> 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00

SOM-EPA-BM032219MA_.M Mon Apr 01 05:53:32 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.88 3.72 ng/ul 591061 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Docosane, 9-butyl- 366 C26H54 055282-14-9 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 3552 (23.880 min): BM019596.D (-3547) (-) m/z 57.10 100.00%

85
5000

23.60 23.80 24.00 24.20

113
141 169 197 225250 285 328

1AL A Tm/z 71.10  91.12%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane
57
5000 LRI L L L L LB B
85 23. 60 23 80 24. OO 24 20
m/z 85.10 60.68%
29
f 113141 160 197 225 253281 323 351 380
I e e B e o e B L L IR S o o i o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
R R ABBARREE
23.60 23.80 24.00 24.20
5000 m/z 43.10 52.46%

141 169 197 225 253 296

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

Abundance #158131: Nonacosane e e AR

7 23.60 23.80 24.00 24.20
m/z 69.10 22 .39%

5000 85
113
29 [T 141 169 197 225 253 281 309 337 365 408

A e e LS B LA St A

mz-> 0 50 100 150 200 250 300 350 400 450 23160 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.60 3.89 ng/ul 618231 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 83

Abundance Scan 3674 (24.597 min): BM019596.D (-3669) (-) m/z 57.10 100.00%

57
85
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
113 24.20 24.40 24.60 24.80 25.00
141169 213 275
Y .JI,J.'.A. Bl o S2801 330 371401429 461489 | sz 71.10 87.92%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57

24.20 24.40 24.60 24.80 25.00
m/z 85.10 60.95%

113
[ 141 183211 239 267 296

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43

-

71 24.20 24.40 24.60 24.80 25.00
5000 m/z 43.05 57.87%

99
‘ (27155183 225253 295 337

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

i

Abundance #151555: Heptacosane T T T T T
57 24.20 24.40 24.60 24.80 25.00
m/z 55.05 24 .06%
5000 85
29 113 141

U1 L) 7141169 107 225 253281 309337 380
T T T T T T T M E A
m/z--> 0 50 100 150 200 250 300 350 400 450 24.20 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

26.33 4.51 ng/ul 717495 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 43
2 .beta.-Sitosterol 414 C29H500 000083-46-5 40
3 2-Cyclohexene-1-carboxaldehyde, ... 220 C15H240 056772-07-7 38
4 Longifolenaldehyde 220 C15H240 019890-84-7 32
5 p-Menthon-8-thiol 186 C10H180S 033281-91-3 25

Abundance Scan 3969 (26.333 min): BM019596.D (-3963) (-) m/z 69.10 100.00%

s =

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69579: 2-Cyclohexene-1-carboxaldehyde, 2,6-dimethyl-6-(4-... R T T T
69 109 26.00 26.20 26.40 26.60

m/Zz 43.10 52.57%
137 205
Wl ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26. 00 26 20 26. 40 26. 60

s000{ At
26.00 26.20 26.40 26.60
rr m/z 109.10 68.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #159283: .beta.-Sitosterol
43
5000 LA L L L L LB LB |
26.00 26.20 26.40 26.60
m/z 93.00 61.42%
15)
,.”
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #159282: .beta.-Sitosterol
43
e R BAREE e
26.00 26.20 26.40 26.60
5000 m/z 95.10 55.90%
414
213
it 2 e
T T T T T

5000

=
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample : K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
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-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.71 10.98 ng/ul 1747130 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,6,6,9,27,6",6",9"-Octamethyl-[... 410 C30H50 1000189-48-2 49
2 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26 069239-71-0 38
3 (-)-Neoclovene-(1), dihydro- 206 C15H26 1000152-82-1 38
4 Bicyclo[3.3.0]octan-2-one, 7-met... 150 C10H140 1000154-23-1 38
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 35
Abundance Scan 4033 (26.709 min): BM019596.D (-4026) (-) m/z 95.10 100.00%
o a3 40 2563 70,60 2765
271 341 . . . .
o 3B7MEAB 475 | hy7 94.10  81.18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158518: 2,6,6,9,2',6',6',9'-Octamethyl-[8,8bi[tricyclo]...
205
5000 95 26.40 26.60 26.80 27.00
a1 89 | p21149 40 m/z 81.10 78.28%
Ll T | amosroes 25 3e7
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60314: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene
4 )
121 26.40 26.60 26.80 27.00
5000 m/z 67.05 66.57%
149 206
'w"“|'%z?|""|""|""|""|"'w"'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60307: (-)-Neoclovene-(1), dihydro- AR e e et
il 26.40 26.60 26.80 27.00
a1 107 m/z 55.05 64 .25%
5000 163
135
N'LL|"'L“"'l""w"'l"'w""l"' AR B
m/z--> 50 100 150 200 250 300 350 400 450 26.40 26.60 26.80 27.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019596.D

Acq On : 30 Mar 2019 01:04

Operator : JU/SJ

Sample - K2084-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Naphthalene, 1,2,... 12.95 2.5 ng/ul 196963 3 14.23 1552590 20.0
Azulene, 1,2,3,3a... 15.33 6.3 ng/ul 491344 3 14.23 1552590 20.0
n-Hexadecanoic acid 17.89 3.6 ng/ul 335285 4 17.00 1876220 20.0
Methoxyacetic aci... 20.90 3.2 ng/ul 450989 5 21.20 2784070 20.0
(DEL) Alkane: Str... 21.76 2.3 ng/ul 320096 5 21.20 2784070 20.0
(DEL) Alkane: Str... 22.22 3.0 ng/ul 423245 5 21.20 2784070 20.0
(DEL) Alkane: Str... 22.70 4.1 ng/ul 646667 6 23.40 3180960 20.0
(DEL) Alkane: Str... 23.88 3.7 ng/ul 591061 6 23.40 3180960 20.0
(DEL) Alkane: Str... 24.60 3.9 ng/ul 618231 6 23.40 3180960 20.0
unknown-01 26.33 4.5 ng/ul 717495 6 23.40 3180960 20.0
unknown-02 26.71 11.0 ng/ul 1747130 6 23.40 3180960 20.0
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