LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 3.767 26 30 40 rVB4 8129 14875 1.04% 0.089%
2 3.849 40 44 53 rvB5 4713 9627 0.68% 0.057%
3 4.772 194 201 209 rBv6 2723 6110 0.43% 0.036%
4 4.936 225 229 233 rVvB4 2631 2722 0.19% 0.016%
5 5.483 316 322 325 rBV3 2022 4080 0.29% 0.024%

7.345 637 639 644 rVB3 2187 2773 0.19% 0.017%

7.504 659 666 681 rBv2 61295 143000 10.04% 0.852%
705 rBvY 57386 103055 7.23% 0.614%
7.898 723 733 743 rBV3 56422 111077 7.80% 0.662%

O © o~ O
\l
o)
s
o
o)
s
\l
o
©
o

1 8.362 804 812 827 rVB3 120406 224135 15.73% 1.335%
11 9.055 921 930 939 rBV3 74184 146595 10.29% 0.873%
12 9.178 950 951 961 rVB3 2023 4211 0.30% 0.025%
13 9.531 1002 1011 1019 rBV 83919 162826 11.43% 0.970%
14 10.254 1127 1134 1143 rVB2 48867 97089 6.81% 0.578%
15 10.800 1220 1227 1242 rBV2 67967 134501 9.44% 0.801%
16 10.959 1247 1254 1256 rBV2 1761 2702 0.19% 0.016%
17 11.100 1272 1278 1282 rBV4 1403 3010 0.21% 0.018%

18 11.182 1282 1292 1305 rVV 196407 371393 26.07% 2.212%
19 11.317 1307 1315 1330 rVB 63719 131410 9.22% 0.783%

20 12.651 1532 1542 1547 rVB3 1862 5206 0.37% 0.031%
21 12.745 1555 1558 1565 rVB4 1656 3084 0.22% 0.018%
22 13.321 1654 1656 1665 rVB2 2277 4047 0.28% 0.024%
23 13.567 1694 1698 1703 rVB3 2839 4293 0.30% 0.026%

24 14.361 1823 1833 1837 rVV 239626 366818 25.75% 2.185%
25 14.408 1837 1841 1849 rVVv 70675 107328 7.53% 0.639%

26 14.666 1878 1885 1894 rBV 257722 420489 29.51% 2.505%

27 14.831 1907 1913 1923 rVB4 4221 7185 0.50% 0.043%
28 14.972 1930 1937 1951 rVB2 358439 609243 42.76% 3.629%
29 15.183 1967 1973 1981 rBV7 5683 15868 1.11% 0.095%
30 15.254 1983 1985 1993 rVB5 2233 4028 0.28% 0.024%
31 15.383 2003 2007 2013 rVB4 2151 3146 0.22% 0.019%
32 15.518 2026 2030 2037 rVB4 1902 3926 0.28% 0.023%
33 15.700 2054 2061 2063 rVvv4 1857 3765 0.26% 0.022%
34 15.735 2063 2067 2068 rBV3 2692 3103 0.22% 0.018%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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
35 15.771 2068 2073 2078 rVB2 10166 14667 1.03% 0.087%
36 15.959 2098 2105 2112 rBV 371738 588546 41.31% 3.506%
37 16.070 2118 2124 2133 rVB2 25987 45037 3.16% 0.268%
38 16.194 2133 2145 2154 rBV9 5726 21747 1.53% 0.130%
39 16.276 2155 2159 2164 rVB3 2546 4783 0.34% 0.028%
40 16.329 2164 2168 2172 rBV2 2979 4965 0.35% 0.030%
41 16.394 2172 2179 2186 rBV4 7914 13877 0.97% 0.083%
42 16.634 2216 2220 2232 rBVY 20024 38393 2.69% 0.229%
43 16.922 2263 2269 2273 rVB5 3779 5679 0.40% 0.034%
44 16.975 2273 2278 2281 rBV4 3185 6263 0.44% 0.037%
45 17.028 2285 2287 2292 rBV5 3280 5361 0.38% 0.032%
46 17.151 2304 2308 2310 rVB4 3297 4030 0.28% 0.024%
47 17.181 2310 2313 2316 rBV4 2241 2961 0.21% 0.018%
48 17.428 2349 2355 2360 rBV3 14169 18428 1.29% 0.110%
49 17.486 2360 2365 2367 rBV4 3711 5629 0.40% 0.034%
50 17.592 2380 2383 2387 rVB5 2840 3665 0.26% 0.022%
51 17.627 2387 2389 2393 rVB4 2699 3472 0.24% 0.021%

52 17.721 2393 2405 2415 rBV2 514744 844984 59.31% 5.033%
53 17.815 2415 2421 2429 rVB 412023 653561 45.87% 3.893%

54 18.115 2471 2472 2477 rBV4 5039 3711 0.26% 0.022%
55 18.168 2477 2481 2485 rBV3 6162 8327 0.58% 0.050%
56 18.350 2510 2512 2517 rBV5 2244 3370 0.24% 0.020%
57 18.491 2531 2536 2539 rBv4 2739 4290 0.30% 0.026%
58 18.573 2546 2550 2559 rBV9 11723 32179 2.26% 0.192%
59 18.767 2581 2583 2586 rVB4 4835 3863 0.27% 0.023%
60 18.855 2594 2598 2601 rBV2 5585 7478 0.52% 0.045%
61 18.955 2610 2615 2618 rBV4 3125 5855 0.41% 0.035%
62 18.985 2618 2620 2622 rBV2 3272 3281 0.23% 0.020%
63 19.178 2650 2653 2657 rBv4 5295 8799 0.62% 0.052%
64 19.267 2666 2668 2670 rBV3 3461 3775 0.26% 0.022%
65 19.472 2700 2703 2707 rBV3 17238 19322 1.36% 0.115%
66 19.508 2707 2709 2712 rVB4 5723 5939 0.42% 0.035%
67 19.555 2714 2717 2720 rVB5 6628 7736 0.54% 0.046%
68 19.654 2732 2734 2736 rBV3 3817 4003 0.28% 0.024%
69 19.731 2743 2747 2749 rBvV4 7895 10349 0.73% 0.062%
70 19.825 2760 2763 2768 rBV7 19441 31386 2.20% 0.187%
71 19.978 2785 2789 2794 rVB7 10509 16384 1.15% 0.098%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 20.042 2798 2800 2803 rBV3 14384 16449 1.15% 0.098%
73 20.089 2803 2808 2817 rVB 538881 815957 57.27% 4 _860%
74 20.301 2841 2844 2850 rVBS8 7139 10275 0.72% 0.061%
75 20.571 2883 2890 2899 rBV2 57302 104249 7.32% 0.621%
76 20.777 2917 2925 2926 rBV7 29846 61662 4_.33% 0.367%
77 21.082 2973 2977 2983 rVB 39721 50254 3.53% 0.299%

78 21.288 3007 3012 3021 rBvV4 70798 120914 8.49% 0.720%
79 21.623 3063 3069 3081 rBV2 176725 322085 22.61% 1.918%
80 21.887 3111 3114 3121 rBV2 22351 27399 1.92% 0.163%

81 22.052 3135 3142 3150 rVB 488824 890878 62.53% 5.306%
82 22.204 3163 3168 3175 rBV 110047 156905 11.01% 0.935%

83 22.475 3210 3214 3219 rVB6 25991 40957 2.87% 0.244%
84 22.862 3273 3280 3289 rBV 235658 446922 31.37% 2.662%
85 22.945 3291 3294 3301 rVB2 34991 59472 4_.17% 0.354%

86 23.614 3402 3408 3416 rVB 222010 433575 30.43% 2.583%
87 23.996 3469 3473 3487 rVB 54666 157604 11.06% 0.939%
88 24.490 3548 3557 3566 rBV 328927 736120 51.66% 4 _.385%
89 25.318 3688 3698 3711 rVB2 236435 710627 49.88% 4_.233%
90 25.530 3723 3734 3736 rBV 290508 694307 48.73% 4_.136%

91 26.094 3825 3830 3841 rVB9 28817 79899 5.61% 0.476%
92 26.652 3901 3925 3935 rBV9 213591 1424795 100.00% 8.487%
93 26.758 3936 3943 3958 rvB2 351189 1181055 82.89%% 7.035%
94 26.899 3959 3967 3983 rVB5 59862 215567 15.13% 1.284%
95 28.238 4183 4195 4208 rBV3 131852 513106 36.01% 3.056%

96 29.537 4412 4416 4419 rBV6 8641 18495 1.30% 0.110%
97 30.030 4486 4500 4517 rBvV4 116209 541604 38.01% 3.226%
98 30.571 4581 4592 4596 rBvV4 42034 154199 10.82% 0.918%
99 31.376 4712 4729 4746 rBv4 101711 583908 40.98% 3.478%
100 32.216 4856 4872 4902 rVB5 65432 516586 36.26% 3.077%

Sum of corrected areas: 16788640
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\Data\BG080217\

BG028124.D

3 Aug 2017 1:15

SJ/Ju

14405-08

23 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

Eiés

TIC: BG028124.D

8.36

7.5068.90

e )

4.74794  5.48

10.25

A

11.18

10.80 (11.32

12534

Time-->

4.00 450 5.00 5.50

6.00 650 7.00 750 800 850 9.00

I I I I I
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

500000

400000

300000

200000

100000

.38.57

TIC: BG028124.D
17.72

17.82

14.97 15.96

20,09

22.05

22.8

0

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

Abundance

500000

400000

300000

200000

100000

TIC: BG028124.D

26.76

0

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\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.57 2.34 ng/ul 104249 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Tetracosane 338 C24H50 000646-31-1 68
3 Heptadecane 240 C17H36 000629-78-7 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 2890 (20.571 min): BG028124.D (-2883) (-) m/z 57.10 100.00%
57.1
5000
85.0
127.0 211.1 20.20 20.40 20.60 20.80
...,....,...I,..':.,'!..!" g dg27 Pl 25322821 07 43.10  58.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
57.0
5000 U AU
85.0 20,20 20.40 20.60 20.80
29.0 m/z 71.10 42 _.29%
‘ ‘ ||| A30141016. 0 197.0225.0 253.0 282.0
m/z--> 20 4'0 60 80 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57.0
20.20 20.40 20.60 20.80
5000 85.0 m/z 85.05 33.11%
29.0

113.0 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0

AU A R A SRS AN LA SRR LA SARAN RARAN LA RARAS LARE SARN SRR BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94344: Heptadecane R A AR
57.0 20.20 20.40 20.60 20.80
m/z 41.15 23.16%

5000 85.0

29.0

oA O14101690 1970 2400

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20 20 20. 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 2 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.71 ng/ul 120914 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholan-24-oic acid. 3.7.12-tris(... 548 C31H4808 006818-44-6 25
2 Benz(a)anthracene-7-carbonitrile 253 C19H11N 007476-08-6 25
3 Morphinan-6-o0l. 4.5-epoxv-N-meth... 271 C17H21NO2 055592-68-2 15
4 Pvridine. 4-I5-(2-methoxvphenvl)... 253 C14H11N302 1000303-05-9 14
5 8-Chloro-5-methyl-2-phenylquinoline 253 C16H12CIN 025413-16-5 14
Abundance Scan 3012 (21.288 min): BG028124.D (-3007) (-) m/z 253.15 100.00%
258.2
173.1
5000
356.1 480.0 21.00 21.20 21.40 21.60
- m/z 173.05 71.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #239023: Cholan-24-oic acid, 3,7,12-tris(acetyloxy)-, meth...
253.0
5000
105.0 1590 21.00 21.20 21.40 21.60
199.0 3130 g0 m/z 271.20 70.84Y%
\\I\H\\I\\Hi “.L .““‘. iy ‘I‘ T .‘“.‘ — I‘ . “... ™ |4|28|9| ——rT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
253.0
21.00 21.20 21.40 21.60
5000 m/z 159.05 57.43%
38.0 74.0 11201500 200.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #120212: Morphinan-6-ol, 4,5-epoxy-N-methyl-, (5.alpha., 6...
271.0 21.00 21.20 21.40 21.60
m/z 43.10 39.62%
5000
42.0
1150 1640 227.0
IIlllul7ll7l:hq.4.lIllllleﬂll‘lIUIllllwﬂlIile‘IILLLI T B R e e
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 Sulfurous acid, butyl hexad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2162 7.23 ng/ul 322085  Chrysene-di2 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 90

2 Nonadecane. 1l-chloro- 302 C19H39cClI

3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S

062016-76-6 86

1000309-12-6 86
1000309-12-7 68
1000309-12-5 64

Abundance Scan 3069 (21.623 min): BG028124.D (-3063) (-) m/z 57.10 100.00%
57.1
5000
J 85.1
_'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'
| ” 21.40 21.60 21.80 22.00
140 1 208.1
N I‘ 1. g 1701 O92 2892 2711 3410 m/z 43.10 63.78%
m/z--> 50 100 150 200 250 300 350
Abundance #191844: Sulfurous acid, butyl hexadecy! ester
57.0
5000 LI B L L L LB B}
85.0 21. 40 21. 60 21. 80 22. 00
290 m/z 55.10 40.18%
' H | | preo 139.0 169, 0196.0 225.0 2590 289.0
M e — T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
L o EE e
21.40 21.60 21.80 22.00
5000 m/z 71.15 39.80%
29.0 85.0
111.0 147.0175.0203.0 231.0259.0 3020
e e e i B R
m/z--> 50 100 150 200 250 300 350
Abundance #172312: Sulfurous acid, pentadecyl 2-propy! ester e e e R AR A s L
43.0 21.40 21.60 21.80 22.00
m/z 85.10 30.02%
71.0
5000
97.0
" }\ ‘ \%2?0 15501820 2100
m/z--> 150 200 250 300 350 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.20 3.52 ng/ul 156905 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Tetradecane 198 C14H30 000629-59-4 83
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 80
4 Octacosane 394 C28H58 000630-02-4 80
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 3167 (22.198 min): BG028124.D (-3163) (-) m/z 57.10 100.00%
57.1
o W’L
ARSI SRS BN B
9.1 21.80 22.00 22.20 22.40 22.60
] , .!L.l', Luf029 101224132810 8280 80320 743,10 58.12%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57.0
5000 AR BRI BN B
21.80 22.00 22.20 22.40 22.60
m/z 71.10 42 _.72%
\ |y %ﬁ'? 141.0183.0225.0267.0 323.0 380.0

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

-

Abundance
57.0
21.80 22.00 22.20 22.40 22.60
5000 m/z 85.15 30.21%
15.0 9.0 1410 198.0
T T T T T T T T T T T e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59895: Tridecane, 6-methyl-
57.0 21.80 22.00 22.20 22.40 22.60
m/z 55.10 21.43%
5000
8.0
15d il l 140.0 183.0
e e e T T T T T e I e o e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.86 10.03 ng/ul 446922 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3280 (22.862 min): BG028124.D (-3273) (-) m/z 57.10 100.00%
57.1
5000
90 1411 197.2 2509 309.2 363.4 429.0 22.60 22.80 23.00 23.20
ol b g 272 972 2509 3092 3634 4290 | Tnyz 43,10 59.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 RN TN AR AR
22.60 22.80 23.00 23.20
m/z 71.05 50.46%
ey A M d }4}9 183.0 225.0 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
EREE A e
22.60 22.80 23.00 23.20
5000 m/z 85.10 34 .52%
99.0
25.0 141.0 183.0 225.0 282.0
e o T e e S RS B m e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane PR R R
57.0 22.60 22.80 23.00 23.20
m/z 55.10 24 .56%
5000
99.0
25,0 | 4 )y, 1410 1830 2250 267.0 323.0 380.0
i e e B e T I e
m/z--> 50 100 150 200 250 300 350 400 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.61 9.73 ng/ul 433575 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
3 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 3407 (23.609 min): BG028124.D (-3402) (-) m/z 57.10 100.00%
51.1
5000 j\g
T T TR T
99.1 23.20 23.40 23.60 23.80 24.00
1412
b W ST 1832 2251 2831 3233 41600 /7 43,10 61.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 PERARRUARRUEUN
23 20 23. 40 23 60 23. 80 24. oo
99.0 m/z 71.10 52.13%
2610 m\‘ﬂ L 141.0 183.0 225.0 296.0
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57.0
23.20 23.40 23.60 23.80 24.00
5000 m/z 85.10 32.29%
99.0 141.0
miz-> 50 100 150 200 250 300 350 400
Abundance #59889: Tridecane, 2-methyl- REEREEEE I S
57.0 23.20 23.40 23.60 23.80 24.00
m/z 55.10 24 .34Y%
- WMNJ\M/\«
99.0
155.0
m/z--> 50 100 150 200 250 300 350 400 23 20 23. 40 23 60 23. 80 24. oo

SOM-EPA-BG080217 .M Mon Aug 21 01:24:21 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24.00 4.54 ng/ul 157604 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.01lheptane. 7-butvl- 152 C11H20 018645-10-8 43
2 Pentadecanal- 226 C15H300 002765-11-9 43
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 43
4 Heptadecanal 254 C17H340 1000376-70-0 43
5 13-Oxabicyclo[10.1.0]tridecane 182 C12H220 000286-99-7 38
Abundance Scan 3474 (24.002 min): BG028124.D (-3469) (-) m/z 55.10 100.00%
54.1
5000 96.1
147.0
189.1 327.1 T
241.2273.1 415.9 23.60 23.80 24.00 24.20 24.40
L SR L R M m/z 82.05 83.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #25441.: Bicyclo[4.1.0]heptane, 7-butyl-
82.0
5000 23.60 23.80 24.00 24.20 24.40
152.0 m/z 43.10 75.39%
II'''M‘i‘wz:'lw'o'I""I""""I""I""III
m/z--> 100 150 200 250 300 350 400
Abundance
82.0
23.60 23.80 24.00 24.20 24.40
5000 m/z 57.10 71.08%
124.0
R YRRt A R N
Abundance #117616: Oxirane, hexadecyl- R e N A
43. .0 23.60 23.80 24.00 24.20 24.40
m/z 83.10 52.88%
5000
%230
“‘ | , 166.0 208.0 250.0
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20 24.40

SOM-EPA-BG080217 .M Mon Aug 21 01:24:22 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .49 21.20 ng/ul 736120 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3557 (24.490 min): BG028124.D (-3548) (-) m/z 57.10 100.00%
57.
5000
13.1 24.20 24.40 24.60 24.80
ol 1022252 2953 3549 m/z 43.10 52.33%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
5000

24.20 24.40 24.60 24.80
m/z 71.10 46.43%

| L ‘\ | ﬁl 169.0 225.0 281.0 337.0 394.0

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

57.0

24.20 24.40 24.60 24.80
5000 m/z 85.10 34._.85%

113.0
169.0 225 0 309 0 365.0 436.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e T TR T
57.0 24.20 24.40 24.60 24.80

m/z 55.10 23.58%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24. 20 24. 40 24 60 24. 80

SOM-EPA-BG080217 .M Mon Aug 21 01:24:22 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 Z-10-Methyl-11-tetradecen-1... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
26.09 2.30 ng/ul 79899 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-10-Methvl-11-tetradecen-1-ol p... 282 C18H3402 1000130-77-5 52
2 Z-5-Methvl-6-tetradecen-1-ol ace... 268 C17H3202 1000130-82-2 50
3 E-8-Hexadecen-1-ol acetate 282 C18H3402 1000131-01-1 50
4 (-)-trans-Pinane 138 C10H18 033626-25-4 50
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004755-33-3 46
Abundance Scan 3829 (26.088 min): BG028124.D (-3825) (-) m/z 57.10 100.00%
51.1
5000

133.0 175.0 218.3 9561 295.1 356.0 475.1 25.80 26.00 26.20 26.40
‘ m/z 43.10 54 _.20%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129389: Z-10-Methyl-11-tetradecen-1-ol propionate
57.0
5000 LA L L L L L L LB
5.0 25 80 26 00 26. 20 26. 40

m/z 83.10 44 _91%

194.0
h\ \H‘ \3((\) ‘ 243.0 282.0

m/z--> 150 200 250 300 350 400 450
Abundance
43.0 82.0
AR EEEREE RS
25.80 26.00 26.20 26.40
5000 194.0 m/z 82.10 44 .57%
159.0
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129355: E-8-Hexadecen-1-ol acetate
43.0 25.80 26.00 26.20 26.40
m/z 95.05 37.81%
5000 82.0
L) L1280 1600 220 ammo
m/z--> 50 100 150 200 250 300 350 400 450 25 80 26 00 26. 20 26. 40

SOM-EPA-BG080217 .M Mon Aug 21 01:24:23 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

26.65 41.04 ng/ul 1424800 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.11.15-Tetramethvl-hexadeca-2... 272 C20H32 038259-79-9 16
2 9.19-Cvcloeraost-24(28)-en-3-ol.... 426 C30H500 000469-39-6 10
3 Ethane. 2-bromo-2-chloro-1.1.1-t... 232 C5H10BrCIO03 055162-37-3 10
4 Acetamide. N-I5-(4-pvridvD)-1.2.... 203 C9HIN50 329710-13-6 10
5 Benzene, (1-octyldodecyl)- 358 C26H46 002398-65-4 9

Abundance Scan 3925 (26.652 min): BG028124.D (-3901) (-) m/z 55.10 100.00%

5000

1
9.1 407.4
33.1 .

fol4 26 40 26. 60 26. 80 27. 00

2951 3373
m/z 41.10 62.97%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121340: 2,6,11,15-Tetramethyl-hexadeca-2,6,8,10,14-pentaene
69.0

5000 TTTT LA L L L L L LB
26 40 26. 60 26. 80 27. 00
203.0 m/z 95.10 60.39%
109.0
I A v
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
 EARE BB
95.0 26.40 26.60 26.80 27.00
5000 ' m/z 71.10 58.46%
133.0
175.0 393.0
18.0 217.0 5570 300.0 3539
— T T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #87840: Ethane, 2-bromo-2-chloro-1,1,1-trimethoxy-
105.0 208.0 26.40 26.60 26.80 27.00
m/z 69.10 55.26%
5000
150 599
..#J1.w.#,.kfﬁ%Q..,....,....,....,....,....,.. Aot S .2
m/z--> 0 50 100 150 200 250 300 350 400 450 26 40 26. 60 26. 80 27. 00

SOM-EPA-BG080217 .M Mon Aug 21 01:24:24 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

26.76 34.02 ng/ul 1181060 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 3.5-Dimethvldodecane 198 C14H30 107770-99-0 87
3 Tetradecane. 6.9-dimethvl- 226 C16H34 055045-13-1 87
4 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 3943 (26.758 min): BG028124.D (-3936) (-) m/z 57.10 100.00%

517.1
5000 l

99. 26.40 26.60 26.80 27.00
169.2 - - < y
' 11.36.1, 02 2250 2671 30923409 4094 | nyo7 43 10  49.64Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 LA L L L L L L B

26.40 26.60 26.80 27.00
m/z 71.10 48 .45%

99.0
141.0 183.0 225.0 267.0 323.0  380. 0

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

Ino
|07
=]
(6] —
g
o

26.40 26.60 26.80 27.00

5000 m/z 85.10 34.95%
99.0
15.0 169.0
L B e e BN B an I
m/z--> 50 100 150 200 250 300 350 400
Abundance #83045: Tetradecane, 6,9-dimethyl- e AR AaE R
57.0 26.40 26.60 26.80 27.00
m/z 55.10 20.67%
5000
98.0 155.0
m/z--> 50 100 150 200 250 300 350 400 26. 40 26 60 26. 80 27. OO

SOM-EPA-BG080217 .M Mon Aug 21 01:24:24 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG080217_M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 Hexatriacontyl trifluoroace... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.90 6.21 ng/ul 215567 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontvl trifluoroacetate 619 C38H73F302 1000351-88-6 50
2 10-Nonadecanol 284 C19H400 016840-84-9 43
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 30
4 3-Amino-2-cvclohexenone 111 C6HONO 005220-49-5 30
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 25
Abundance Scan 3967 (26.899 min): BG028124.D (-3959) (-) m/z 83.10 100.00%
83.1
5000
157.2 e s
J 1 2112  297.3 26.60 26.80 27.00 27.20
SR m/z 57.10 98.20%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241520: Hexatriaconty! trifluoroacetate
57.0
5000
11.0 26.60 26.80 27.00 27.20
m/z 43.10 84 .08%
" ‘h‘ |4 L | ‘6‘7 0 222.0 278.0 348.0 418.0 476.0 549.0600.0

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

Abundance
83.0
AR B S A s
26.60 26.80 27.00 27.20
5000 m/z 97.10 74.43%
29.0 157.0
2660
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans- B RAREE B
55.0 26.60 26.80 27.00 27.20
m/z 55.10 71.51%
5000
12.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26. 60 26. 80 27. 00 27. 20

SOM-EPA-BG080217 .M Mon Aug 21 01:24:25 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 7
R.T. EstConc Area Relative to ISTD R.T.

28.24 14.78 ng/ul 513106 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 4195 (28.238 min): BG028124.D (-4183) (-) m/z 57.10 100.00%

57.1
5000

‘ ’99-1 28.00 28.20 28.40 28.60
141.1 207.0 253.1 : : : :
Wy T 47712070 29312820 3419 m/z 43.10 53.08%

[
m/z--> 50 100 150 200 250 300 350

Abundance #209566: Octacosane
57.0
5000 LA B L L L L LB
28.00 28.20 28.40 28.60
99.0 m/z 71.05 44 _.89%
27,0 h | ||, 1410 1830 2250 281.0 337.0 394.0
e e e o L B e A e o T L e o o o e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
28.00 28.20 28.40 28.60
5000 m/z 85.05  40.08%
99.0
141.0 182.0211.0 252.0281.0 322.0
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 28.00 28.20 28.40 28.60
m/z 55.10 27 .54%
5000

.0
239.0
| “ Jti |, 1410 1830 1 7268.0 308.0 352.0

I T T T
m/z--> 50 100 150 200 250 300 350 28.00 28.20 28.40 28.60

SOM-EPA-BG080217 .M Mon Aug 21 01:24:26 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

30.03 15.60 ng/ul 541604 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 91
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 89
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 4500 (30.030 min): BG028124.D (-4486) (-) m/z 57.10 100.00%

57.1
5000 —\Nﬁﬂﬁv¢*ﬁ//A\\b~’ﬂA
85.1
113.2 ' 29.80 30.00 30,20 30.40
155.1

A b, ISR 1041 2392 28213098 3549 T 43 10 55200

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105894: Heptadecane, 2-methyl-
43.0

5000 L I e o e e
71.0 2980 3000 3020 3040

m/z 71.10 48.14%

| ‘ h‘ “99\012701550183021102390

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57.0

85.0 29.80 30.00 30.20 30.40
5000 m/z 85.10 33.19%

126.0
154.0

183.0 211.0 239.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129502: Nonadecane, 9-methyl-
57.0 29.80 30.00 30.20 30.40

m/z 55.10 25.01%

85.0
5000

140.0
L I 21102380 2670

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 29. 80 30 00 30. 20 30 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 15 unknown-04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
30.57 4.44 ng/ul 154199 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ledol 222 C15H260 000577-27-5 42
2 7-Oxabicvclol4.1.0Theptane. 2.2.... 218 C15H220 070038-20-9 27
3 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 27
4 Lonaifolenaldehvde 220 C15H240 019890-84-7 25
5 Iridomyrmecin 168 C10H1602 000485-43-8 22
Abundance Scan 4592 (30.571 min): BG028124.D (-4581) (-) m/z 55.10 100.00%
54.1
95.1
5000
2839  327.0355.1| | 30.20 30.40 30.60 30.80
W T S m/z 95.10  72.40%
m/z--> 50 100 150 200 250 300 350
Abundance #79360: Ledol
43.0
5000 AR AR UM
109.0 3020 30.40 30.60 30.80
l m/z 43.10 57 .25%
35.0 1890
: “: ‘;M \h \H‘ ‘HH ‘ ‘ MH ”\ Iul 22?9 : ———t ———
m/z--> o 250 300 350
Abundance
43.0
119.0 NSRS B
30.20 30.40 30.60 30.80
5000 91.0 m/z 109.10 56.16%
218.0
147.0175.0
m/z--> - 'go' B 160" "150" "200" "250" "300" "350
Abundance #75936: 4,6,6-Trimethyl-2-(3-methylouta-1,3-dienyl)-3-oxat... e REARE R
41.0 107.0 30.20 30.40 30.60 30.80
m/z 107.10 52.97%
5000 1.0 33.0 218.0
161.0
‘:“‘:“'“‘ LJ "]:8‘?0{ — —— —
m/z--> 50 100 150 200 250 300 350 30.20 30.40 30.60 30.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 16 _.gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
31.38 16.82 ng/ul 583908 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 96
2 _beta.-Sitosterol 414 C29H500 000083-46-5 90
3 .beta.-Sitosterol 414 C29H500 000083-46-5 50
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 43
5 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 37
Abundance Scan 4730 (31.382 min): BG028124.D (-4712) (-) m/z 43.10 100.00%
431
5000
31.00 31.20 31.40 3160
m/z 55.10 77.96%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 AR BRI DU SN I
31.00 31.20 31.40 31.60
m/z 57.10 62.49%
— \‘I 1 IMI ! ‘w:
m/z--> 0 50 1
Abundance
43.0
31.00 31.20 31.40 3160
5000 81.0 m/z 93.10 57 .55%
145.0 214.0
1130, | 180 2950 89,0 3810
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol e
43.0 31.00 31.20 31.40 31.60
m/z 105.10 53.04%
5000
107.0 414.0
145.0
213.0
255.0 303.0
el 50 a1.0 381 erpll” E e
mz-> 0 50 100 150 200 250 300 350 400 31.00 31.20 31.40 31.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG080217\
Data File : BG028124.D

Aca On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample = 14405-08

Misc :

ALS Vial : 23 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
32.22 14.88 ng/ul 516586 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Tetratetracontane 619 C44H90 007098-22-8 62
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 62
4 Hentriacontane 437 C31H64 000630-04-6 62
5 Hexacosane 366 C26H54 000630-01-3 58
Abundance Scan 4873 (32.222 min): BG028124.D (-4856) (-) 57.10 100.00%
57.1
0 .‘J\‘m
J j 1272 p 1 3984 4sag " 32l00 5220 240
I""I".'MWWWW%MW m/z 71.10 51.77%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57.0

5000 R RS & S i
32,00 32.20 32.40

m/z 43.10 48.23%

I ﬁ | | 169.0 225.0 281.0 337.0 394.0

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

57.0

32.00 32.20 32.40
5000 m/z 85.10 37.68%

1130 4690 225 0 281. o 337.0 393.0 449.0 505.0 562.0 617.0

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

Abundance #223853: Heneicosane, 11-decyl-
57.0 32.00 32.20 32.40
m/z 69.10 30.85%
5000
295.0
130 '
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 32. OO 32. 20 32. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG080217\
Data File : BG028124.D

Acq On : 3 Aug 2017 1:15

Operator : SJ/JU

Sample - 14405-08

Misc :

ALS Vial : 23 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]
(DEL) Alkane: Str... 20.57 2.3 ng/ul 104249 5 22.05 890878 20.0
unknown-01 21.29 2.7 ng/ul 120914 5 22.05 890878 20.0
Sulfurous acid, b... 21.62 7.2 ng/ul 322085 5 22.05 890878 20.0
(DEL) Alkane: Str... 22.20 3.5 ng/ul 156905 5 22.05 890878 20.0
(DEL) Alkane: Str... 22.86 10.0 ng/ul 446922 5 22.05 890878 20.0
(DEL) Alkane: Str... 23.61 9.7 ng/ul 433575 5 22.05 890878 20.0
unknown-02 24.00 4.5 ng/ul 157604 6 25.57 694307 20.0
(DEL) Alkane: Str... 24.49 21.2 ng/ul 736120 6 25.57 694307 20.0
Z-10-Methyl-11-te... 26.09 2.3 ng/ul 79899 6 25.57 694307 20.0
unknown-03 26.65 41.0 ng/ul 1424800 6 25.57 694307 20.0
(DEL) Alkane: Str... 26.76 34.0 ng/ul 1181060 6 25.57 694307 20.0
Hexatriacontyl tr... 26.90 6.2 ng/ul 215567 6 25.57 694307 20.0
(DEL) Alkane: Str... 28.24 14.8 ng/ul 513106 6 25.57 694307 20.0
(DEL) Alkane: Str... 30.03 15.6 ng/ul 541604 6 25.57 694307 20.0
unknown-04 30.57 4.4 ng/ul 154199 6 25.57 694307 20.0
-gamma.-Sitosterol 31.38 16.8 ng/ul 583908 6 25.57 694307 20.0
(DEL) Alkane: Str... 32.22 14.9 ng/ul 516586 6 25.57 694307 20.0
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