LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample = 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG080217 .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 3.848 40 44 53 rvB5 7164 14822 1.10% 0.092%
2 4.777 195 202 209 rBv6 3809 7657 0.57% 0.048%
3 5.458 313 318 324 rVB2 5676 9895 0.73% 0.061%
4 6.539 496 502 514 rvB7 4931 12618 0.94% 0.078%
5 6.886 552 561 568 rVB2 24027 40132 2.98% 0.249%
6 7.039 580 587 594 rVB2 42200 78964 5.86% 0.490%
7 7.344 631 639 649 rVB3 41528 74585 5.54% 0.463%
8 7.503 658 666 679 rVB 117349 241214 17 .90% 1.497%
9 7.668 685 694 706 rBV 86609 149171 11.07% 0.926%
10 7.791 709 715 720 rBv4 6203 9477 0.70% 0.059%

11 7.885 723 731 746 rVB 115432 211300 15.68% 1.312%
12 8.355 800 811 823 rBv2 203423 361994 26.87% 2.247%

13 8.484 827 833 841 rVB3 9198 16618 1.23% 0.103%
14 8.561 841 846 854 rBV5 8525 16844 1.25% 0.105%
15 9.048 922 929 943 rBV 145903 276388 20.51% 1.716%
16 9.183 948 952 961 rVB5 4103 10649 0.79% 0.066%
17 9.524 1002 1010 1023 rBV 110336 214507 15.92% 1.331%
18 9.665 1029 1034 1039 rBV5 3858 6784 0.50% 0.042%
19 10.247 1125 1133 1143 rBV2 95215 182385 13.54% 1.132%
20 10.511 1170 1178 1183 rBV5 5307 14859 1.10% 0.092%
21 10.576 1183 1189 1199 rVB7 14460 34007 2.52% 0.211%
22 10.787 1216 1225 1242 rVV 149934 291153 21.61% 1.807%
23 10.934 1243 1250 1259 rVB3 8392 15786 1.17% 0.098%

24 11.175 1282 1291 1303 rVB 296507 573397 42_.56% 3.559%
25 11.304 1303 1313 1326 rBV2 98547 218665 16.23% 1.357%

26 12.321 1479 1486 1491 rBvV4 2798 6362 0.47% 0.039%
27 12.497 1508 1516 1525 rBV3 47712 83449 6.19% 0.518%
28 12.615 1532 1536 1544 rVB4 5799 10880 0.81% 0.068%
29 13.320 1649 1656 1661 rBV5 3427 5381 0.40% 0.033%
30 13.555 1691 1696 1702 rBV3 4297 7504 0.56% 0.047%
31 14.277 1813 1819 1825 rVB3 23842 32398 2.40% 0.201%

32 14.348 1825 1831 1835 rVV 318761 458491 34.03% 2.846%
33 14.395 1835 1839 1849 rVB 140527 207737 15.42% 1.289%
34 14.653 1872 1883 1895 rBV 324052 537719 39.91% 3.338%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample = 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method
Title

= Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217 .M
= SVOA CALIBRATION

35 14.959 1927 1935 1950 rVB2 529965 869072 64.50% 5.394%

36 15.153 1961 1968 1984 rBV3 58452 155464 11.54% 0.965%

37 15.353 1993 2002 2008 rVVv7 8146 19981 1.48% 0.124%
38 15.717 2061 2064 2067 rBV2 3841 5197 0.39% 0.032%
39 15.764 2067 2072 2077 rVB4 6563 10529 0.78% 0.065%
40 15.946 2094 2103 2110 rBV 435738 683364 50.72% 4.242%
41 15.999 2110 2112 2116 rVV2 4783 6948 0.52% 0.043%
42 16.058 2116 2122 2130 rVV 111837 171676 12.74% 1.066%
43 16.187 2136 2144 2150 rVB6 8132 17254 1.28% 0.107%
44 16.633 2211 2220 2232 rVV3 27975 60024 4._46% 0.373%
45 16.822 2248 2252 2262 rVB6 2236 5881 0.44% 0.037%
46 17.074 2290 2295 2301 rBV6 4720 8805 0.65% 0.055%
47 17.415 2350 2353 2357 rBV3 6663 8211 0.61% 0.051%
48 17.503 2360 2368 2370 rBV6 3136 6353 0.47% 0.039%

49 17.709 2393 2403 2408 rBVY 687333 1077955 80.01% 6.691%
50 17.809 2414 2420 2429 rVV2 436296 701170 52.04% 4._.352%

51 17.879 2429 2432 2437 rVB4 11463 16700 1.24% 0.104%
52 18.020 2454 2456 2463 rBV4 3605 5598 0.42% 0.035%
53 18.343 2504 2511 2522 rVB4 31820 51947 3.86% 0.322%
54 18.443 2522 2528 2533 rBVS 4447 10376 0.77% 0.064%
55 18.561 2542 2548 2556 rBV2 112400 213437 15.84% 1.325%
56 18.619 2556 2558 2568 rVB6 15041 29416 2.18% 0.183%
57 18.778 2579 2585 2594 rBVS8 10012 21641 1.61% 0.134%
58 18.937 2606 2612 2616 rBv4 4432 10418 0.77% 0.065%
59 19.066 2631 2634 2640 rBV6 5450 10354 0.77% 0.064%
60 19.213 2654 2659 2664 rBV5 4434 8913 0.66% 0.055%
61 19.295 2669 2673 2677 rBV6 4416 6683 0.50% 0.041%
62 19.354 2681 2683 2688 rVB6 5053 5810 0.43% 0.036%
63 19.407 2688 2692 2694 rBvV4 5380 7177 0.53% 0.045%
64 19.495 2697 2707 2716 rBV2 278694 378176 28.07% 2.347%
65 19.624 2724 2729 2733 rBV6 6039 13701 1.02% 0.085%
66 19.683 2734 2739 2740 rBvV4 14669 22246 1.65% 0.138%

67 19.742 2745 2749 2756 rVB2 67868 106659 7.92% 0.662%
68 19.818 2756 2762 2775 rBV2 137665 246680 18.31% 1.531%
69 19.953 2778 2785 2795 rVB5 38955 83174 6.17% 0.516%
70 20.076 2800 2806 2817 rBV 555787 929280 68.97% 5.768%

71 20.288 2837 2842 2845 rVB7 7009 9353 0.69% 0.058%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample = 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217 .M

Title = SVOA CALIBRATION

72 20.558 2883 2888 2892 rBV2 32259 45289 3.36% 0.281%
73 20.693 2908 2911 2915 rVvv4 8919 12758 0.95% 0.079%
74 20.740 2915 2919 2927 rVB9 23163 39862 2.96% 0.247%
75 20.905 2942 2947 2948 rBV5 6858 10989 0.82% 0.068%
76 20.946 2949 2954 2960 rVVv9 11798 22731 1.69% 0.141%
77 20.999 2960 2963 2967 rBV2 39512 45756 3.40% 0.284%
78 21.069 2972 2975 2978 rVB4 16611 20906 1.55% 0.130%
79 21.375 3025 3027 3045 rVB4 17413 52517 3.90% 0.326%
80 21.604 3060 3066 3077 rBV3 70772 146880 10.90% 0.912%
81 21.692 3077 3081 3087 rVBS8 24648 44050 3.27% 0.273%
82 21.869 3106 3111 3116 rVB9 20694 35707 2.65% 0.222%
83 22.039 3131 3140 3159 rVB 680342 1347315 100.00% 8.363%
84 22.339 3186 3191 3197 rBV9 11176 20656 1.53% 0.128%
85 22.838 3269 3276 3281 rBV3 58064 120750 8.96% 0.749%
86 23.584 3398 3403 3411 rVB4 19586 40122 2.98% 0.249%
87 23.807 3437 3441 3452 rVB4 14968 37825 2.81% 0.235%
88 24.460 3537 3552 3562 rBV5 55013 183824 13.64% 1.141%
89 25.218 3671 3681 3683 rBV5 15002 41403 3.07% 0.257%

90 25.294 3683 3694 3714 rVB2 257254 811201 60.21% 5.035%

91 25.541 3720 3736 3756 rVvB2 379392 1317813 97.81% 8.180%
92 26.581 3911 3913 3915 rBV2 6617 5800 0.43% 0.036%
93 26.716 3927 3936 3949 rVB2 48625 162665 12.07% 1.010%
94 26.857 3949 3960 3978 rBV4 149158 537115 39.87% 3.334%
95 28.196 4178 4188 4205 rVB5 38863 152218 11.30% 0.945%

96 28.931 4300 4313 4317 rBV5 12909 55093 4_.09% 0.342%
97 29.507 4409 4411 4415 rBV5 6214 7370 0.55% 0.046%
98 29.965 4477 4489 4505 rBV7 29978 155055 11.51% 0.962%
99 31.293 4699 4715 4717 rBVY7 28293 111922 8.31% 0.695%
100 32.121 4847 4856 4869 rVB7 24052 95806 7.11% 0.595%

Sum of corrected areas: 16110813
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance :
700000 TIC: BG028276.D

600000
500000
400000
11.18

300000

200000

100000

4.78

ol e to A A “ % o : TN A
Time--> 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG028276.D
700000 17471 2204

600000 20.08
14.96
500000
15.95 17.81

400000

14.334.65

300000

200000

100000

0" " - N ” ™ - N - Ot - i
Time--> 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 21.00 21.50 22.00 22.50
Abu?ggcr)‘l(():g TIC: BG028276.D

600000

500000

400000

300000

200000

100000

28.20
2893 g5 29.96 31.29 32.12

o] ettt et

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 _alpha.-Pinene Concentration Rank 12

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

6.89 2.22 ng/ul 40132 1,4-Dichlorobenzene-d4 8.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 91
2 1.3.6-Octatriene. 3.7-dimethvl-.... 136 C10H16 003338-55-4 91
3 3-Carene 136 C10H16 013466-78-9 91
4 (+)-4-Carene 136 C10H16 029050-33-7 91
5 1,3,6-Octatriene, 3,7-dimethyl-,._.. 136 C10H16 003338-55-4 91

Abundance Scan 562 (6.892 min): BG028276.D (-552) (-) m/z 93.10 100.00%
9.1
5000
77.1
41.1 121.1 ISR SRS SRS
6.60 6.80 7.00 7.20
{1 .,.'--...,|....',....,....,....2]95.-5?., m/z 77.10 32.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15699: .alpha.-Pinene
93.0
5000 S A RS R R
39.0 77.0 6.60 6.80 7.00 7.20
‘ ‘ 1210 m/z 79.10 24 .15%
15.0 .0 :
B |ﬁﬁ||‘|uluu‘l‘uu ‘:l‘u“‘uuul‘u .1.3.7|'Q...|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
93.0
6.60 6.80 7.00 7.20
5000 m/z 91.10 23.96%
41.0
77.0
121.0
57.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #15664: 3-Carene
93.0 6.60 6.80 7.00 7.20
m/z 92.20 23.38%
5000
o 121.0
41.0
R ‘ll‘l“‘ll|‘|“||1lq;7|.9||||||||||||||||||| i ama
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 3 Bicyclo[3.1.0]hexane, 6-iso... Concentration Rank 5

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

7.34 4.12 ng/ul 74585 1,4-Dichlorobenzene-d4 8.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0Thexane. 6-isopropv... 136 C10H16 024524-57-0 87
2 Cvclohexene. 3-methvl-6-(1-methyv... 136 C10H16 000586-63-0 80
3 Cvclohexene. 1-methvl-3-(l1-methyv... 136 C10H16 000499-03-6 72
4 1.3.7-Octatriene. 3.7-dimethvl- 136 C10H16 000502-99-8 64
5 .beta.-Pinene 136 C10H16 000127-91-3 64

Abundance Scan 638 (7.338 min): BG028276.D (-631) (-) m/z 93.10 100.00%
93.1
5000
41.1
136.2 . 478.8 7.00 7.20 7.40 7.60
|',|H A0 ewa 488 7010 56.07%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #15884: Bicyclo[3.1.0]hexane, 6-isopropylidene-1-methy!-
121.0
000 79
> 41.0 7.00 7.20 7.40 7.60
l ‘ m/z 121.20 48.75%
i ey
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
121.0
A“l'“'l“"w"w"“ﬁ
7.00 7.20 7.40 7.60
5000 m/z 41.10 27 .45%
79.0
41.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #15894: Cyclohexene, 1-methyl-3-(1-methylethenyl)-, (.+/-.)-
121.0 7.00 7.20 7.40 7.60
m/z 77.10 27 .34%
5000 79
41.0 l
"'mﬂlkjj'"I'”'I"”I"'W""P"'I”"I'”'
m/z—-> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 1,4-Cyclohexanedimethanol, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.50 2.91 ng/ul 83449 Naphthalene-d8 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Cvclohexanedimethanol. trans- 144 C8H1602 003236-48-4 59
2 Bicvclol2.2.1Theptan-2-ol. 1.7.7... 182 C11H1802 007492-41-3 59
3 Borneol. trifluoroacetate (ester) 250 C12H17F302 028587-55-5 59
4 Acetic acid. 1.7.7-trimethvl-bic... 196 C12H2002 092618-89-8 58
5 Bornyl acetate 196 C12H2002 000076-49-3 53
Abundance Scan 1516 (12.497 min): BG028276.D (-1508) (-) m/z 95.10 100.00%
94.1
43.1
5000
36.2 SRR BRSNS SN
460.8 12.20 12.40 12.60 12.80
A m/z 43.10 52 .83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20950: 1,4-Cyclohexanedimethanol, trans-
95.0
5000
12.20 12.40 12.60 12.80
55? m/z 93.10 40.85%
1'9"9"“|““'”‘"‘l“"‘l"""'|""l""l""l""l""|""|"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
95.0
12:20 12.40 12.60 12.80 |
5000 m/z 121.20 27 .19%
41.0 136.0
”"I'”'I"”I'#?PP"'I”"I'”'I"”I"'W"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #101949: Borneol, trifluoroacetate (ester) e R e maa
95.0 12.20 12.40 12.60 12.80
m/z 136.20 23.61%
50000, 4 136.0
- .\w,\\‘\.ﬂ.wl.w,«. ,h Mo s
m/z--> 50 100 150 200 250 300 350 400 450 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.56 3.96 ng/ul 213437 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2548 (18.561 min): BG028276.D (-2542) (-) m/z 60.10 100.00%
6d.1
5000
18.20 18.40 18.60 18.80
m/z 43.10 92.41%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.20 18.40 18.60 18.80
Hgm 1o 2130 2560 m/z 73.05 84.47%
— "“l”‘“ hl‘.”“‘.”h‘l“ M:"l I\ ‘: I‘ I‘I ‘l I‘ —r— “: — T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
18.20 18.40 18.60 18.80
5000 256.0 m/z 57.10 83.17%
129.0
213.0
171.0
m/z--> B 'goll ' 160" "150" "260" "250" ' 560" ' ééo" o
Abundance #131261: Octadecanoic acid
43.0,,73.0 18.20 18.40 18.60 18.80
m/z 55.05 69.18%
5000 129.0
w } ] 185.0 241.0 284.0
|||‘|‘I|||‘|I‘|“Itlhh|“=|‘|||‘||‘|‘||‘|| |||{||||||||||||
m/z--> 50 100 150 200 250 300 350 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 1-Naphthalenepropanol, .alp... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.49 7.02 ng/ul 378176 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenepropanol. .alpha.-e... 290 C20H340 001438-62-6 50
2 Bicvclol5.2.01nonane. 4-methvlen... 204 C15H24 1000159-38-2 30
3 2.6.10.10-Tetramethvlbicvclol7.2... 204 C15H24 136296-37-2 30
4 Bicvclol3.1.1Theptane. 6.6-dimet... 136 C10H16 016022-04-1 25
5 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 22
Abundance Scan 2706 (19.489 min): BG028276.D (-2697) (-) m/z 95.10 100.00%
1
551 137.2
5000
257.2
172 19.20 19.40 19.60 19.80
ek by (3230 8668 Lo7T81.05 99.31%
m/z--> 50 100 150 200 250 300 350
Abundance #136495: 1-Naphthalenepropanol, .alpha.-ethenyldecahydro-....
.0
5000
570 19.20 19.40 19.60 19.80
177.0004 0 ' m/z 55.10 82.49%
4 A PN T
m/z--> 50 100 150 200 250 300 350
Abundance
81.0
19.20 19.40 19.60 19.80
5000 41.0 m/z 137.20 76 .69%
119.0
m/z--> 50 100 150 200 250 300 350
Abundance #64404: 2,6,10,10-Tetramethylbicyclo[7.2.0]undeca-2,6-diene R e AR R
81.0 19.20 19.40 19.60 19.80
m/z 69.10 76.52%
41.0
5000 189.0
109.0
‘ W4&0
||‘|“=“M||“|h||t|\|||‘|||| T
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.82 4.58 ng/ul 246680 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2762 (19.818 min): BG028276.D (-2756) (-) m/z 57.10 100.00%

57.1
5000
129.1
185.1 241.2
284.3
19.60 19.80 20.00 20.20
327.1 . . .
- 4010 4rel 511 "m/z 43.10 91.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
3.0
5000 129.0 L e e B
19.60 19.80 20.00 20.20
H 1350 241.0284.0 m/z 73.10 88.96%
| \\H‘\\H\m | u“ \
T T T e T

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

43.0

19.60 19.80 20.00 20.20
5000 m/z 60.10 82.92%

129.0
85.0 284.0
185.0 241.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131259: Octadecanoic acid AR EEE R B o
43.0 19.60 19.80 20.00 20.20

m/z 55.10 74 .03%

5000

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19 60 19.80 20.00 20.20

SOM-EPA-BG080217 .M Fri Aug 11 18:20:06 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 1-Octadecanesulphonyl chloride Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.60 2.18 ng/ul 146880 Chrysene-di12 22.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 80
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 64
3 Oxalic acid. isobutvl tridecvl e... 328 C19H3604 1000309-37-8 64
4 Eicosane 282 C20H42 000112-95-8 60
5 Nonane 128 C9H20 000111-84-2 52
Abundance Scan 3065 (21.598 min): BG028276.D (-3060) (-) m/z 57.10 100.00%
57.1
5000
21.20 21.40 21.60 21.80 22.00
341.1
- 360 "msz 43.10 66.22%
m/z--> 50 100 150 200 250 300 350
Abundance #185101: 1-Octadecanesulphony! chloride
57.0
5000 85.0 21:20 21.40 21.60 21.80 22.00
m/z 71.10 45 _50%
29.
,ﬂld\ Ll \dpoowro a0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
21.20 21.40 21.60 21.80 22.00
5000 m/z 55.10 38.79%
29.0 85.0
125.0154.0182.0211.0 2220
m/z--> éo 160 150 200 250 360 3éo
Abundance #167554: Oxalic acid, isobuty! tridecy! ester e B B
57.0 21.20 21.40 21.60 21.80 22.00
m/z 85.10 30.98%
5000
29.0 85.0 227.0
[ b | || 125015801820
m/z--> 5'0 1(')0 1%0 2(')0 250 3(')0 3&'30 21.20 21.40 21.60 21.80 22.00

SOM-EPA-BG080217 .M Fri Aug 11 18:20:06 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .46 2.79 ng/ul 183824 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptadecane 240 C17H36 000629-78-7 60
4 Nonadecane 268 C19H40 000629-92-5 58
5 Octadecane, 3-methyl- 268 C19H40 006561-44-0 58
Abundance Scan 3552 (24.460 min): BG028276.D (-3537) (-) m/z 57.10 100.00%
57.1
5000
i l pod 5 54120 2480 2460 2480
" 141.0  208.1 : : : :
S P U N T wivace .~,L.-.--.A.‘,I. 251309 M09 Tnsz 71.10  46.04%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #83026: Hexadecane
57.0
5000
24.20 24.40 24.60 24.80
%go m/z 43.10 44 . 22%
150 ||| o000
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
24,20 2440 24.60 24.80
5000 m/z 85.10 33.17%
99.0
mz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #94345: Heptadecane
57.0 24.20 24.40 24.60 24.80
m/z 55.10 24 .62%
5000

.0
‘ | ,141.0182 0 2400
L e e LA e e i L o

m/z--> 0 50 100 150 200 250 300 350 400 450 24.20 24.40 24.60 24.80

SOM-EPA-BG080217 .M Fri Aug 11 18:20:07 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 9
R.T. EstConc Area Relative to ISTD R.T.
26.72 2.47 ng/ul 162665 Perylene-di12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Nonadecane 268 C19H40 000629-92-5 89
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3937 (26.722 min): BG028276.D (-3927) (-) m/z 57.10 100.00%
57.1
5000
85.1
113 2 /143.0169.2197.1223.1 255.9282.1 . . 26.40 26.60 26.80 27.00
— .|',|-.| A S O OO P20 L 32703501 /7 43.10  59.66%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 U UL SRR
26.40 26.60 26.80 27.00
290‘ 113.0 m/z 71.10 50.04%
1 ‘h | L ] 1410169.0197.0225.0253.0 2620
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
26.40 26.60 26.80 27.00
5000 85.0 m/z 85.10 33.92%
29.0
113.0141.0169.0 197.0 268.0
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0 26.40 26.60 26.80 27.00
m/z 55.10 21.45%
5000
85.0
29.0
_‘Lhwﬁwmmm%mMQM%w%m
m/z--> 50 100 150 200 250 300 350 26,40 26,60 26.80 27.00

SOM-EPA-BG080217 .M Fri Aug 11 18:20:07 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 (DEL) Alkane: Cyclic26.86 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
'26.86  8.15 ng/ul 537115  Perylene-di2 2554
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E- 280 C20H40 074685-30-6 64
2 Cyclohexane. 1.1"-(2-propvl-1.3-... 250 C18H34 055030-21-2 49

1000280-60-1 38
1000354-64-8 38

3 Cvclohexanecarboxvlic acid. 4-pe... 338 C22H4202
4 Cvclohexanecarboxvlic acid. pent... 294 C13H11F502

5 Cyclohexane, (2-decyldodecyl)- 392 C28H56 006704-00-3 35
Abundance Scan 3961 (26.863 min): BG028276.D (-3949) (-) m/z 83.10 100.00%
83.1
43.1]
5000
‘ 251157.2
' 297.3 26.60 26.80 27.00 27.20
Jl 209.0 ) 341.0 :
g L L2000 2601 T 3410 4246 o mTes 0" g6 - b6t
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
58.0
5000 97.0
26.60 26.80 27.00 27.20
m/z 97.05 67.56%
230, | ||| 1390 120 2200 200
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
97.0 26.60 26.80 27.00 27.20
5000 m/z 55.10 66.16%
1530 2070
250.0
T T o e L A
m/z--> 50 100 150 200 250 300 350 400
Abundance #175515: Cyclohexanecarboxylic acid, 4-pentadecyl| ester T LI I o B B
83.0 26.60 26.80 27.00 27.20
m/z 69.10 56.67%
41.0
5000
129.0
H 210.0
ﬂ..,.bﬁ.q .J..}§?Q.,l. T T
m/z--> 50 100 150 200 250 300 350 400 26.60 26.80 27.00 27.20

SOM-EPA-BG080217 .M Fri Aug 11 18:20:08 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
28.20 2.31 ng/ul 152218 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Octacosane 394 C28H58 000630-02-4 68
3 Docosane 310 C22H46 000629-97-0 64
4 Tetracosane 338 C24H50 000646-31-1 64
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 64
Abundance Scan 4189 (28.202 min): BG028276.D (-4178) (-) m/z 57.10 100.00%
57.1
5000
51 602 2070 2530 sps w09 arny 200 2600 520 2040 6D
I A m/z 43.10 53.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane
57.0
5000 ABRUNABUVABS LA
ﬂmmmmmmmmm
99.0 m/z 71.10 50.73%
26.0 H‘ “ y 9.410 1830 2260
m/z--> 55 100 1éo 200 250 300 3éo 460
Abundance
57.0
27.80 28.00 28.20 28.40 28.60
5000 m/z 85.15 31.72%
99.0
27,0 1410 183.0 2250 281.0 337.0 3940
m/z--> 55 160 1éo 200 250 360 3éo 460
Abundance #153222: Docosane
57.0 27.80 28.00 28.20 28.40 28.60
m/z 55.10 14 .45%
5000
99.0
27,0 || | N .\ , 1410 1830 2250 267.0 310.0
m/z--> 50 100 1éo 200 250 360 3éo 460 2780 2800 2820 2840 2860

SOM-EPA-BG080217 .M Fri Aug 11 18:20:08 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028276.D

Aca On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample : 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
29.96 2.35 ng/ul 155055 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-decvl- 451 C32H66 055401-55-3 72
2 Hentriacontane 437 C31H64 000630-04-6 64
3 Hentriacontane 437 C31H64 000630-04-6 64
4 Eicosane 282 C20H42 000112-95-8 62
5 Eicosane 282 C20H42 000112-95-8 62
Abundance Scan 4488 (29.959 min): BG028276.D (-4477) (-) m/z 57.10 100.00%
57.1
5000
99.1 9.60 2930 30.00 30.20
155.3 193.1 281.9 . . 29.60 29.80 30.00 30.20
...TLJ' 3835 M99 "m/z 43.10 54.66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227195: Docosane, 11-decyl-
57.0
5000 UAUVAUNAUNALEE B

29!60 29.I80 3O.IOO 30!20
m/z 71.20 45.21%

99.0
|, 1410 1830 2250 267.0 3°%0 3500 392.0
o i —

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
29.60 29.80 30.00 30.20
5000 m/z 85.10 34.72%
99.0
141.0 183.0 225.0 267.0 309.0 351.0 393.0 436.0
L B B e e e e R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223852: Hentriacontane
57.0 29.60 29.80 30.00 30.20
m/z 55.10 21 .44%
5000
99.0
| ; 141.0 183.0 225.0 267.0 309.0 351.0 437.0
T T T T e T e T B A
m/z--> 50 100 150 200 250 300 350 400 450 29.60 29.80 30.00 30.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081017\
Data File : BG028276.D

Acq On : 11 Aug 2017 2:37

Operator : SJ/JU

Sample - 14504-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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]
-alpha.-Pinene 6.89 2.2 ng/ul 40132 1 8.35 361994 20.0
Bicyclo[3.1.0]hex. .. 7.34 4.1 ng/ul 74585 1 8.35 361994 20.0
1,4-Cyclohexanedi... 12.50 2.9 ng/ul 83449 2 11.18 573397 20.0
n-Hexadecanoic acid 18.56 4.0 ng/ul 213437 4 17.71 1077960 20.0
1-Naphthaleneprop... 19.49 7.0 ng/ul 378176 4 17.71 1077960 20.0
Octadecanoic acid 19.82 4.6 ng/ul 246680 4 17.71 1077960 20.0
1-Octadecanesulph... 21.60 2.2 ng/ul 146880 5 22.04 1347320 20.0
(DEL) Alkane: Str... 24.46 2.8 ng/ul 183824 6 25.54 1317810 20.0
(DEL) Alkane: Str... 26.72 2.5 ng/ul 162665 6 25.54 1317810 20.0
(DEL) Alkane: Cyc... 26.86 8.2 ng/ul 537115 6 25.54 1317810 20.0
(DEL) Alkane: Str... 28.20 2.3 ng/ul 152218 6 25.54 1317810 20.0
(DEL) Alkane: Str... 29.96 2.4 ng/ul 155055 6 25.54 1317810 20.0
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