LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample = K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEMI1I\BNA_ G\METHODS\SOM-EPA-BGO80319MA.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 3.159 7 12 38 rvB 1141370 2044079 100.00% 9.852%
2 3.417 54 56 64 rvB5 11702 20102 0.98% 0.097%
3 4.093 166 171 176 rVB3 7500 12395 0.61% 0.060%
4 4.187 182 187 193 rVvB4 2913 4920 0.24% 0.024%
5 5.109 340 344 349 rvB4 2514 3783 0.19% 0.018%
6 6.096 508 512 514 rBvV4 1622 2124 0.10% 0.010%
7 6.672 606 610 612 rBV3 1728 2045 0.10% 0.010%
8 7.183 690 697 714 rBV 212252 423819 20.73% 2.043%
9 7.354 720 726 739 rBV 153935 285441 13.96% 1.376%
10 7.565 755 762 776 rBV 227531 432755 21.17% 2.086%
11 8.035 835 842 851 rBV 180785 321581 15.73% 1.550%
12 8.100 851 853 857 rVB3 3102 4054 0.20% 0.020%
13 8.740 955 962 973 rBV 247212 444843 21.76% 2.144%
14 8.864 977 983 988 rVVv5 2631 5273 0.26% 0.025%
15 9.116 1020 1026 1030 rBv4 1817 3319 0.16% 0.016%

16 9.199 1032 1040 1050 rBV 220878 412662 20.19% 1.989%
17 9.369 1067 1069 1072 rVB3 2197 2379 0.12% 0.011%
18 9.933 1155 1165 1179 rBV 196915 370698 18.14% 1.787%
19 10.474 1249 1257 1274 rBV 299230 601260 29.41% 2.898%
20 10.861 1312 1323 1335 rBV 261147 471950 23.09% 2.275%

21 10.991 1337 1345 1357 rVV 223083 442693 21.66% 2.134%
22 12.454 1589 1594 1599 rVB2 5244 8679 0.42% 0.042%
23 13.834 1822 1829 1833 rBV2 4370 9230 0.45% 0.044%
24 14.093 1867 1873 1877 rBV 552423 832578 40.73% 4.013%
25 14.140 1877 1881 1897 rVB 264571 423437 20.72% 2.041%

26 14.387 1914 1923 1935 rBV 662216 1074969 52.59% 5.181%
27 14.698 1968 1976 1984 rBV 387535 665222 32.54% 3.206%
28 14.874 1999 2006 2021 rBV 163069 315761 15.45% 1.522%

29 15.098 2042 2044 2051 rVB6 3541 4674 0.23% 0.023%
30 15.497 2107 2112 2113 rBV2 1906 2431 0.12% 0.012%
31 15.550 2116 2121 2125 rVB4 2427 3686 0.18% 0.018%

32 15.691 2138 2145 2158 rBV 873716 1372232 67.13% 6.614%
33 15.803 2158 2164 2175 rVV 179618 287951 14.09% 1.388%
34 15.932 2181 2186 2193 rVB 10815 17129 0.84% 0.083%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample = K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_.M
Title = SVOA CALIBRATION

35 16.337 2251 2255 2258 rBV3 1790 2610 0.13% 0.013%
36 16.384 2258 2263 2266 rBV3 3179 6278 0.31% 0.030%
37 16.473 2275 2278 2285 rVB6 5005 6982 0.34% 0.034%
38 16.849 2339 2342 2347 rBV4 2993 5458 0.27% 0.026%
39 17.148 2388 2393 2396 rVVv7 6106 8517 0.42% 0.041%
40 17.207 2399 2403 2404 rBV2 3666 3072 0.15% 0.015%
41 17.348 2423 2427 2430 rBV2 3677 5785 0.28% 0.028%
42 17.389 2432 2434 2435 rBV2 2598 2468 0.12% 0.012%
43 17.448 2435 2444 2450 rBVY 517586 813856 39.82% 3.923%
44 17.489 2450 2451 2455 rVV 20011 17358 0.85% 0.084%
45 17.548 2455 2461 2469 rVB 948976 1455891 71.22% 7.017%
46 17.830 2503 2509 2512 rBVS 10329 18299 0.90% 0.088%
47 17.941 2526 2528 2531 rBV3 2956 3220 0.16% 0.016%
48 18.035 2542 2544 2548 rVB5 2816 3923 0.19% 0.019%
49 18.071 2548 2550 2551 rBV2 3067 2350 0.11% 0.011%
50 18.112 2555 2557 2558 rBV2 2914 2547 0.12% 0.012%
51 18.176 2566 2568 2571 rBvV4 2576 3439 0.17% 0.017%
52 18.206 2571 2573 2575 rBV3 3842 3777 0.18% 0.018%
53 18.288 2583 2587 2588 rBvV4 4522 6087 0.30% 0.029%
54 18.341 2590 2596 2611 rVVv4 120682 232726 11.39% 1.122%
55 18.482 2619 2620 2622 rBV2 2771 2137 0.10% 0.010%
56 18.517 2622 2626 2631 rVVS8 7961 14329 0.70% 0.069%
57 18.599 2638 2640 2642 rBV3 3201 2626 0.13% 0.013%
58 18.635 2643 2646 2648 rBV3 5971 7532 0.37% 0.036%
59 18.699 2655 2657 2658 rBV2 4773 2640 0.13% 0.013%
60 18.793 2671 2673 2675 rVB3 5172 2971 0.15% 0.014%
61 18.817 2675 2677 2678 rBV2 5270 4433 0.22% 0.021%
62 19.263 2751 2753 2757 rVB5 10513 10747 0.53% 0.052%
63 19.463 2784 2787 2790 rBV5 30083 44403 2.17% 0.214%
64 19.498 2790 2793 2797 rVB 45168 57745 2.82% 0.278%
65 19.610 2809 2812 2820 rBV10 28392 55437 2.71% 0.267%
66 19.833 2844 2850 2861 rBV 1126283 1806641 88.38% 8.707%
67 20.092 2891 2894 2898 rVB2 25170 35088 1.72% 0.169%
68 20.503 2960 2964 2976 rVB4 77071 158146 7.74% 0.762%
69 21.038 3051 3055 3059 rVB 75380 93940 4.60% 0.453%

70 21.373 3108 3112 3121 rBV2 98483 188226 9.21% 0.907%
71 21.625 3151 3155 3160 rVB 96378 139957 6.85% 0.675%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample = K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_.M
= SVOA CALIBRATION

72 21.731 3167 3173 3179 rBV2 518995 876808 42.90% 4.226%
73 22.254 3258 3262 3271 rVB2 76142 140165 6.86% 0.676%
74 22.366 3277 3281 3289 rVB2 92726 168334 8.24% 0.811%
75 23.276 3432 3436 3444 rVB 82870 148158 7.25% 0.714%

76 23.464 3463 3468 3476 rVB 160273 323536 15.83% 1.559%
77 24.099 3572 3576 3585 rVB2 85161 186157 9.11% 0.897%

78 24.780 3684 3692 3708 rVB 555288 1581309 77.36% 7.621%
79 25.010 3723 3731 3739 rBV 279468 761892 37.27% 3.672%

Sum of corrected areas: 20748154
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

TIC: BG041946.D

Abundance

8,16

1000000
800000
600000

400000
10.47
10889

200000 9.93

k¢z42 4039 511 6.10

350 4.00 450 5.00 550 6.00 6.50

12. 45

6.67

700 7.50 800 8.50 900
TIC: BG041946.D

0

Time--> 9.50 10 00 10. 50 11. OO 11. 50 12. OO 12. 50

Abundance

19,83

1000000 17.55

15.69
800000

21.73

14.39

600000 14.09

17.4

14.70

400000

.14

21.0
200000 20.50

15.80
3 1MRR716.8

9 !
0 1383 IZLIIII'_IIIIIIII T T L

"_'_'_'_'—'_'_'_P"—r
13.00 13.50 14.00 14 50 15 OO 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
TIC: BG041946.D

Time-->
Abundance

1000000

800000

24.78

600000

400000

200000

_M~WM~»MMWWWWW

O

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

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.16 127.13 ng/ul 2044080 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 53
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 12 (3.159 min): BG041946.D (-7) (-) m/z 73.10 100.00%

741
5000 431
55.1 87.0

320 330 340 350 3.60
Obrr e e e b e e e e e | MZz 43.10 39.33%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000

430 3.20 3.30 3.40 3.50 3.60
0 550 87.0 m/z 55.10 29.30%

o LT )T
..,...':I,....',l:.l..,....,....,l.:..,....,....,....,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0

3.20 3.30 3.40 3.50 3.60

5000 m/z 87.05 28.25%
87.0
27.0
S N N Y-S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R REAREEE T
73.0 320 330 340 350 3.60
87.0 m/z 41.10 11.45%
5000 41.0 55.0
29.0 ‘
N [ P 970 1120  129.0
,,,,,,,,, R ARABSE RS RARREREEREEE LRSS
m/z--> 20 40 50 60 70 80 90 100 110 120 130 3.20 3.30 340 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
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 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.34 5.72 ng/ul 232726 Phenanthrene-d10 17.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 87

Abundance Scan 2596 (18.341 min): BG041946.D (-2590) (-) m/z 73.00 100.00%

5000

157.1185.1

18.00 18.20 18.40 18.60
m/z 60.00 91.07%

339.0367.9

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LI L L L L L I B
18.00 18.20 18.40 18.60
0
70 | 167010502130 2560 m/z 43.05 78.50%
— PR ISR
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
e RN R
18.00 18.20 18.40 18.60
5000 256.0 m/z 57.05 76.77%
129.0
213.0
| N1 1.0 15701850 {
.w.w,u.w b L
m/z--> 50 150 200 250 300 350
Abundance #72647: Tridecanoic acid ST
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.10 66.90%
5000 129.0
171.0
214.0
|l ol 5
TP 1 T Y S T e
m/z--> 50 100 150 200 250 300 350 18. 00 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
= SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 3 Androstane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.50 3.61 ng/ul 158146 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androstane 260 C19H32 024887-75-0 98
2 Khellin 260 C14H1205 000082-02-0 64
3 7-Methvl-5-phenvl-I1.2.47triazol... 260 C16H12N4 1000318-31-3 46

6-I1-T4-Fluoropnhenvllethvl1-1.3-... 260 C15H13F03 1000211-52-8 43
5 Benzo[a]anthracene, 6,7-dimethyl... 260 C20H20 063020-36-0 38
Abundance Scan 2963 (20.497 min): BG041946.D (-2960) (-) m/z 245.00 100.00%
245.0
202.0
5000
89.1
144.9 301.0 339.1 20.20 20.40 20.60 20.80
2k b S T 37500000 0 h/Zz 259.95  79.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110998: Androstane
245.0
410 g5y P
203.0
5000 135.0
20.20 20.40 20.60 20.80
j \‘ m/z 202.00 53.92%
RN AE N D
m/z--> 50 100 5 200 250 300 350 400
Abundance #110549: Khellin
260.0
216.0 UM AR AR AR
20.20 20.40 20.60 20.80
5000 m/z 246.00 15.84%
177. T l \
66.0 105.0
IJHLA]AIJ\{\1430 l’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #110858: 7-Methyl-5-phenyl-[1,2,4]triazolo[4,3-a]quinazoline
260.0 20.20 20.40 20.60 20.80
m/z 260.95 15.81%
5000
77.0
30. 190.0
"‘H JIJI[i1399|”u”“.|”1|| e ——
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
= SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 unknown-01 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.04 2.14 ng/ul 93940 Chrysene-d12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10H-Phenoxaphosphine. 2.8-diethv... 288 C16H1703P 036360-92-6 47
2 Epiestriol 288 C18H2403 000547-81-9 30
3 a-Homo-5alpha-estrane-4.17-dione 288 C19H2802 014412-78-3 27
4 Pvridol3.4-blbenzothiophene-4-ca... 273 C13H8FN30S 1000265-50-3 25
5 1-Phosphacyclopentadiene, 2,3,4,... 288 C18H250P 1000163-70-8 22

Abundance Scan 3055 (21.038 min): BG041946.D (-3051) (-) m/z 288.00 100.00%
P8B.0
5000 215.0 fk\
1590 \ " 20.80 21.00 21.20 21.40
o 77.0 116.0 55.0 .0 361.0 :
390 wp bl 2300, 8220 3610 4041 1 75757300 98.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134359: 10H-Phenoxaphosphine, 2,8-diethyl-10-hydroxy-, 10...
278.0
5000 a0 7100 2120 P10
1290 m/z 215.00 40.55%
91.0 | 1650 2p9.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #134563: Epiestriol
288.0
" 20.80 21.00 21.20 21.40
5000 m/z 230.00 39.91%
160.0 213.0
430 7602070 yd by g ) 250 |
m/z--> §o 100 150 200 250 300 350 400
Abundance #134644: a-Homo-5alpha-estrane-4,17-dione T T
288.0 20.80 21.00 21.20 21.40
m/z 212.95 31.36%
5000
185.0  244.0
67.0 105.0 147.
29.
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
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 5 (DEL) Alkane: Cyclic21.37 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.37 4.29 ng/ul 188226 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 93
Abundance Scan 3112 (21.373 min): BG041946.D (-3108) (-) m/z 57.10 100.00%
57.1
97.1
5000
LN R SUNIE DU
168.4 21.00 21.20 21.40 21.60
208.0 .0286.1  342.0
" 9 2220 m/z 55.10 91.86%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #151537: 1-Docosene
540 97.0
5000 AR AR BUAREE B
308.0 21.00 21.20 2140 21.60
39.0 m/z 43.10 81.23%
15. ‘] 1, 181.0 223.0 266.0
m'z--> 0 §o 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0 21.00 2120 21.40 21.60
5000 m/z 83.05 71.92%
Il ‘ |, 1890 2380 2830 434.0
m'z--> 0 §o 160 1éo 200 2%0 300 350 400
Abundance #151538: 1-Docosene B ERassmEeethetes e
55.0 21.00 21.20 21.40 21.60
m/z 97.10 67.22%
97.0
140{\‘ | ‘J l 139.0 181.0 308.0
m'z--> 0 50 100 150 200 250 300 350 400 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
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 6 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.25 3.20 ng/ul 140165 Chrysene-d12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 6-hvdroxv-4.2".3"... 290 C16H1805 119101-16-5 46
2 Trimethoprim 290 C14H18N403 000738-70-5 43
3 Androstan-17-one. 3-hvdroxv-. (3... 290 C19H3002 000571-31-3 42
4 Benzolahilpervlene. 4-methvl- 290 C23H14 019224-38-5 38
5 Benzo[a]phenanthidin-4(1H)-one, ... 290 C19H18N20 1000276-19-6 38
Abundance Scan 3261 (22.248 min): BG041946.D (-3258) (-) m/z 275.00 100.00%
275.0
5000
231.9
sgg 770 13301085 ﬂ 3400 39604319 22.00 22.20 22.40 22.60
: IVIVISSS T POS WY DU OO e st m/z 290.00 74.37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #136066: 1,1'-Biphenyl, 6-hydroxy-4,2',3',4"-tetramethoxy-
290.0
5000

22.00 22.20 22.40 22.60
m/z 231.95 27 .99%

244.0
530 1020 161.0200.0 7 |
A I B e N W B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #135841: Trimethoprim
290.0
22.00 22.20 22.40 22.60
5000 m/z 229.00 16.99%
243.
430 810 123046 52000 ° ﬂ { |
A L B N B o T B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #136409: Androstan-17-one, 3-hydroxy-, (3.beta.,5.beta.)- B B B
290.0 22.00 22.20 22.40 22.60

m/z 276.00 16.45%
55.0

107.0

5000

—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r
m/z--> 50 100 150 200 250 300 350 400 450 22. 00 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
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 7 Phosphorin, 4-(1,1-dimethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.37 3.84 ng/ul 168334 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphorin. 4-(1.1-dimethvlethvl... 304 C21H21P 017420-26-7 58
2 2-Acetvl-6-(adamantvl-1)naphthalene 304 C22H240 066366-17-4 50
3 T4.47-Bipvrimidinel-6.6"-diamine... 304 C14H20N602 062880-75-5 47
4 Imidazolol2.1-blthiazol-3-ol. 2.... 346 C11H11IN20S 1000264-45-8 38
5 p-Diphosphorinane, 1,4-diphenyl-._.. 304 C16H1802P2 109501-46-4 38
Abundance Scan 3282 (22.372 min): BG041946.D (-3277) (-) m/z 304.00 100.00%
304.0
5000
246.0
169.8 207.0
byt bt 0 L, 3380 S789416.08500 % To8a 00 B9 79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148297: Phosphorin, 4-(1,1-dimethylethyl)-2,6-diphenyl-
289.4
5000
22.00 22.20 22.40 22.60
248.0 m/z 246.00 31.09%
410 910 13301700 215.0
|'|'|| |“' IJI A IAI IJII.LI. |l|“|"i||"|“|“| 'I'.| e I.I o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148315: 2-Acetyl-6-(adamantyl-1)naphthalene
304.0
22.00 22.20 22.40 22.60
5000 m/z 231.00 29.33%

79.0 1160 165.0 210.0247.0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147562: [4,4'-Bipyrimidine]-6,6"-diamine, 2,2'-dimethoxy-... T e
304.0 22.00 22.20 22.40 22.60
m/z 305.00 19.19%
5000 246.0
4?\.01\ 810 15\20 I Ly
I B e L B L B e B
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.28 3.38 ng/ul 148158 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 58
5 Octacosane 394 C28H58 000630-02-4 58
Abundance Scan 3437 (23.282 min): BG041946.D (-3432) (-) m/z 57.10 100.00%
571.1
5000 Nwhﬁ,d\ﬁﬁq—*//\NWN,\_,/NW\nN
7.1 EERRURR AR B SUNRE
141.1 1832 oc 5 2810 416.0 23.00 23.20 23.40 23.60
Al .Fﬂ, g g 50 S, 9320 870 0D 46420 L7z 43.10  61.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0
5000 USRI AR BN SUNRE
23.00 23.20 23.40 23.60
m/z 71.10 51.10%
99.0
| 1y, 14101830 2250 2810 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57.0
123.00 23.20 23.40 23.60
5000 m/z 85.10 43.23%
99.0
| ‘J\ ij|i 141.0 183.0 225.0 267.0 338.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141431: Eicosane, 10-methyl- B S RRR R EE e e
57.0 23.00 23.20 23.40 23.60
m/z 55.10 18.48%
- ~vx¢wanMwaj\~Vx/\mfﬂMme
99.0
h |y 15?? 197.0 239.0 281.0
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
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 9 Supraene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.46 8.49 ng/ul 323536 Perylene-di12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 96
2 Saualene 410 C30H50 000111-02-4 90
3 Saualene 410 C30H50 000111-02-4 87
4 Saualene 410 C30H50 000111-02-4 87
5 Squalene 410 C30H50 000111-02-4 87

Abundance Scan 3467 (23.458 min): BG041946.D (-3463) (-) m/z 69.10 100.00%

6d.1

L

5000
71 23.20 23.40 23.60 23.80
0 175.0 217.1 341.1 383.0. : : : :
e 305, .".‘l.l, A28 ZATA 2580 2969 34L1 38304142 | 7578110 49.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LRI L L L L L L B LB
23. 20 23 40 23. 60 23. 80
m/z 41.10 24 .74%
294‘ 1p§0,, ,[ ; 191.0 231.0 273.0 341.0 410.0
m/z--> 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
T T

23.20 23.40 23.60 23.80
5000 m/z 95.10 13.46%

137.0
290 a by J050 4 1010 2310 2730 8410 4100
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene il B B
69.0 23.20 23.40 23.60 23.80
m/z 68.10 13.37%
5000
121.0
29.0 ;b oyl 1 }610 203.0 273.0 341.0 410.0
e T
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041946.D

Aca On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.10 4.89 ng/ul 186157 Perylene-di12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Hexacosane 366 C26H54 000630-01-3 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 3576 (24.099 min): BG041946.D (-3572) (-) m/z 57.10 100.00%
571.1
5000 ’W“wNW\AAﬂk_VJ/\v_A\AVk~m~*hq
L] 9?1'1 134916822011 2381 3020  366.0400.0432.0 2380 24.00 24.20 24.40
b B0, P 230 D IR0A00.043201 743,10 64.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 U AU AR SR
23.80 24.00 24.20 24.40
m/z 85.10 49.58%
L d J 141.0 | 1830 2250 267.0 3000 352.0
m/z--> 50 150 260 250 300 350 400
Abundance #194494: Hexacosane
57.0
23.80 24.00 24.20 24.40
5000 m/z 71.10 47 .76%
s , 5’ ,\ | 1410 183.0 2250 267.0 3000 3660
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #209566: Octacosane I e L e e
57.0 23.80 24.00 24.20 24.40
m/z 41.05 23.34%
B JM
99.0
2@0‘ ] i | 1410 183.0 2250 281.0 337.0  394.0
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080319\
Data File : BG041946.D

Acq On : 4 Aug 2019 17:36

Operator : HP/JU

Sample - K3962-15

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_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]
Butane, 2-methoxy... 3.16 127.1 ng/ul 2044080 1 8.04 321581 20.0
n-Hexadecanoic acid 18.34 5.7 ng/ul 232726 4 17.45 813856 20.0
Androstane 20.50 3.6 ng/ul 158146 5 21.73 876808 20.0
unknown-01 21.04 2.1 ng/ul 93940 5 21.73 876808 20.0
(DEL) Alkane: Cyc... 21.37 4.3 ng/ul 188226 5 21.73 876808 20.0
unknown-02 22.25 3.2 ng/ul 140165 5 21.73 876808 20.0
Phosphorin, 4-(1,... 22.37 3.8 ng/ul 168334 5 21.73 876808 20.0
(DEL) Alkane: Str... 23.28 3.4 ng/ul 148158 5 21.73 876808 20.0
Supraene 23.46 8.5 ng/ul 323536 6 25.01 761892 20.0
(DEL) Alkane: Str... 24.10 4.9 ng/ul 186157 6 25.01 761892 20.0
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