LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On 24 Aug 2018 21:10

Operator : JU/SJ

Sample : J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ N\METHODS\SOM-EPA-BNO81318MA.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 6.852 652 657 669 rVB 349350 656231 18.43% 1.538%
2 7.010 679 684 692 rBV 266315 416801 11.71% 0.977%
3 7.205 712 717 728 rVB 344820 581855 16.34% 1.364%
4 7.669 790 796 807 rVB 440226 724947 20.36% 1.699%
5 7.969 843 847 855 rVB4 38872 67586 1.90% 0.158%
6 8.375 910 916 925 rBV 421746 734734 20.64% 1.722%
7 8.816 985 991 1002 rVB 358118 603981 16.96% 1.416%
8 9.534 1107 1113 1124 rVB 281488 488041 13.71% 1.144%
9 10.069 1198 1204 1219 rBV 423449 776533 21.81% 1.820%
10 10.440 1260 1267 1276 rVB 688673 1143211 32.11% 2.679%

11 10.581 1285 1291 1309 rBV 256978 511217 14.36% 1.198%
12 13.716 1818 1824 1828 rBV 857488 1227485 34.47% 2.877%
13 13.757 1828 1831 1841 rVB 397441 565947 15.89% 1.326%
14 13.992 1863 1871 1878 rBV 997617 1496761 42.04% 3.508%
15 14.298 1917 1923 1931 rBV2 1035796 1612125 45.28% 3.779%

16 14.369 1931 1935 1942 rVB3 30082 45380 1.27% 0.106%
17 14.522 1955 1961 1971 rBV 281386 610104 17.13% 1.430%
18 15.298 2086 2093 2101 rBV 1278123 1865942 52.41% 4_.373%
19 15.428 2108 2115 2127 rBV 353889 540166 15.17% 1.266%

20 15.928 2196 2200 2204 rBV2 42506 59359 1.67% 0.139%
21 16.028 2213 2217 2223 rBV 56432 78350 2.20% 0.184%
22 16.757 2336 2341 2349 rBV2 44315 66864 1.88% 0.157%

23 17.051 2384 2391 2399 rVB2 1458573 2076746 58.33% 4 _.868%
24 17.145 2401 2407 2418 rVV2 1500966 2134153 59.94% 5.002%

25 17.892 2530 2534 2539 rBV2 43909 75341 2.12% 0.177%
26 17.957 2539 2545 2554 rBV 402413 647003 18.17% 1.516%
27 18.633 2652 2660 2663 rBVS8 20239 39709 1.12% 0.093%
28 18.675 2663 2667 2671 rVB2 33426 45374 1.27% 0.106%
29 18.886 2697 2703 2711 rBVS8 23604 38933 1.09% 0.091%
30 19.086 2733 2737 2740 rBV3 35789 61245 1.72% 0.144%

31 19.122 2740 2743 2756 rVV3 92396 212905 5.98% 0.499%
32 19.239 2759 2763 2775 rVV3 93544 191765 5.39% 0.449%
33 19.445 2792 2798 2806 rVB 1978022 2656870 74.62% 6.227%
34 19.616 2822 2827 2836 rBV 931659 1195796 33.58% 2.803%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On 24 Aug 2018 21:10

Operator : JU/SJ

Sample : J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_.M
Title = SVOA CALIBRATION

35 19.686 2836 2839 2846 rVBS8 20244 40848 1.15% 0.096%
36 19.898 2871 2875 2879 rBV 53100 65546 1.84% 0.154%
37 19.974 2883 2888 2892 rVV 282895 360609 10.13% 0.845%
38 20.010 2892 2894 2898 rVvVv 37614 42469 1.19% 0.100%
39 20.386 2955 2958 2961 rBvV4 40348 49627 1.39% 0.116%
40 20.433 2962 2966 2973 rVB 129609 178997 5.03% 0.420%
41 20.504 2973 2978 2982 rBV4 57502 98398 2.76% 0.231%
42 20.810 3027 3030 3034 rBV6 29038 44126 1.24% 0.103%
43 20.857 3035 3038 3042 rVB5 40431 63760 1.79% 0.149%
44 20.939 3048 3052 3054 rBV4 47144 67127 1.89% 0.157%

45 20.969 3054 3057 3060 rvvVv 97406 134591 3.78% 0.315%

46 21.016 3060 3065 3083 rVB6 140346 530479 14.90% 1.243%
47 21.245 3099 3104 3112 rBV2 2210723 2839343 79.74% 6.655%
48 21.410 3128 3132 3135 rBVY 78325 90909 2.55% 0.213%
49 21.568 3155 3159 3163 rVB2 82136 104199 2.93% 0.244%
50 21.839 3201 3205 3209 rBV 162238 196047 5.51% 0.460%

51 22.298 3279 3283 3287 rVB 134792 173778 4._.88% 0.407%
52 22.421 3299 3304 3310 rBV 335215 450486 12.65% 1.056%
53 22.798 3363 3368 3373 rVB 322567 468743 13.16% 1.099%
54 23.321 3450 3457 3470 rVB 1675177 3429539 96.32% 8.038%
55 23.462 3474 3481 3495 rVB 1648607 3035382 85.25% 7.114%

56 23.986 3564 3570 3578 rVB 319462 566161 15.90% 1.327%
57 24.715 3689 3694 3700 rBV2 144462 298664 8.39% 0.700%
58 25.562 3834 3838 3846 rVB2 129431 297289 8.35% 0.697%
59 25.880 3882 3892 3915 rVB2 1191208 3560598 100.00% 8.345%
60 26.133 3931 3935 3945 rVB7 133179 320025 8.99% 0.750%

61 26.498 3989 3997 3998 rBV7 130070 292667 8.22% 0.686%
62 27.980 4243 4249 4264 rVB5 192051 615268 17.28% 1.442%

Sum of corrected areas: 42665135
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
= SVOA CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN002511.D

2000000
1500000

1000000
10.44

500000 6. 85 I 20 10.07
;&ﬁ_ﬂ l\ /l

B T T s I EEE———————————— s S S D e L S S S M

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 1000 1050 11.00 11.50
Abundance TIC: BN002511.D

19.45
2000000

5
1500000 1763
15.30

1000000 19.62

500000 17.96

19.97

13693 16.76 17.89 TREB. 629m1 2 13
01 Y
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN002511.D

21124

2000000
2353046

1500000 25.88

1000000

500000 2242 22.80 U

21.84
zg% D121 57 22

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN081318MA_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 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.96 6.23 ng/ul 647003 Phenanthrene-d10 17.05
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 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 2546 (17.963 min): BN002511.D (-2539) (-) m/z 43.00 100.00%
430 |, 73.0
5000 129.0 ~A,_M“__w/\JN/L\\M\_,_ﬁ¥-W‘~
97.0 213.1
1571 1851 256.2 1760 17.80 18100 1820 |
Ol m/z 72.95 99.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 U AR R DR

17. 60 17. 80 18. OO 18.20
256.0 m/z 60.00 91.74%

83.0
‘J‘“ 157.0 1850 213.0 .
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0

1760 17.80 18.00 18 20
5000 256.0 m/z 55.00 79.18%

97.0 13.
‘ ‘ ‘ 157.0 185.0
bl A -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L L B e e

43.0 | 73.0 17.60 17.80 18.00 18.20
m/z 41.05 75.77%

5000 129.0 W/L
0150“ ‘M 11111 . N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Oleic Acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.12 2.05 ng/ul 212905 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 68
2 9-octadecenoic acid. 2.2.2-trifl... 364 C20H35F302 1000376-54-3 58
3 Z-8-Methvl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 52
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 49
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 49
Abundance Scan 2743 (19.122 min): BN002511.D (-2740) (-) m/z 55.00 100.00%
54.0
5000 83.0
111 RN BN B
162.9192.92923 264.2 18.80 19.00 19.20 19.40
0 0 TR m/z 69.10 62.77%
m/z--> 50 100 150 200 250 300 350
Abundance #129337: Oleic Acid
54.0
83.0
5000 SRR RN IR R
18.80 19.00 19.20 19.40
270 11.0 264.0 m/z 41.00 52.91%
3?0 180.0 222.0
0 ¥ w5 R S
m/z--> 50 100 150 200 250 300 350
Abundance #193101: 9-octadecenoic acid, 2,2,2-trifluoroethyl ester
55.0
83.0 18.80 10.00 19.20 19.40
5000 m/z 83.05 46.52%
11.0
o ’ | | |00 2070, 2630 364.0
m/z--> 50 100 150 260 250 300 350
Abundance #94146: Z-8-Methyl-9-tetradecenoic acid B B
55.0 18.80 19.00 19.20 19.40
m/z 43.05 38.51%
5000
97.0
o | m |u IL || L 01660 2080 2400
m/z--> 50 150 2(')0 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 3 (1H)Pyrrole, 3,4-dimethyl-5.._. Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.62 8.42 ng/ul 1195800 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1H)Pvrrole. 3.4-dimethvl-5-meth... 276 C15H20N20S 1000197-22-6 81
2 6H-Pvridol4.3-blcarbazole. 9-met... 276 C18H16N20 010371-86-5 72
3 3.5-di-tert-Butvl-4-hvdroxvcinna... 276 C17H2403 022014-01-3 70
4 3.5-di-tert-Butvl-4-hvdroxvcinna... 276 C17H2403 022014-01-3 70
5 2-Methoxy-4,4-diphenyl-2,5-cyclo... 276 C19H1602 096283-91-9 51
Abundance Scan 2828 (19.622 min): BN002511.D (-2822) (-) m/z 261.10 100.00%
261.1
5000
233.1
41.0 65.0 SLOMS0 4450 173.0 203.0 3221 19.40 19.60 19.80 20.00
0 e S m/z 276.10 74 .76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124241: (1H)Pyrrole, 3,4-dimethyl-5-methoxy-2-[3,4-dimeth...
261.0
5000
19.40 19.60 19.80 20.00
31.0 163.0 1090, BL0 m/z 233.10 33.86%
135.0
oLk I||I |l||.‘l| Iln.u .',"90,.... ”I” \.... ”” ...l.‘ ..'II. '.‘... L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124477: 6H-Pyrido[4,3-b]carbazole, 9-methoxy-5,11-dimethyl-
276.0
19.40 19.60 19.80 20.00
5000 m/z 247.10 21.63%
o 580 1020 1380 1750 204.0 2310
m/z--> i&&%@@mmmmm%m@ﬁﬁ
Abundance #124423: 3,5-di-tert-Butyl-4-hydroxycinnamic acid e E e BAREs Razza Lo
261.0 19.40 19.60 19.80 20.00
m/z 231.10 19.92%
5000 570
115.0 187.0
0 29 O‘ L 91‘ O\ I ‘I I \M:\I-4ﬂ\-\ Om\ Lol { | {23‘3 O ‘
mz-> 20 40 "e'd' 80 '1'66 150 140 160 180 200 230 240 260 280 300 320 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 4 2,2,2-Trifluoro-N-(4-methox... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.97 2.54 ng/ul 360609 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.2-Trifluoro-N-(4-methoxv-1.3... 276 C10H7F3N202S 1000373-11-3 92
2 (1H)Pvrrole. 3.4-dimethvl-5-meth._.. 276 C15H20N20S 1000197-22-6 62
3 4-Ethvl-7-iodotropolone 276 C9H9Il02 004508-96-7 60
4 3.5-di-tert-Butvl-4-hvdroxvcinna... 276 C17H2403 022014-01-3 58
5 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 50
Abundance Scan 2887 (19.969 min): BN002511.D (-2883) (-) m/z 261.10 100.00%
26f.1
5000 233.1
910 115.0
51.0 157.0 187.05974 259.1 19.60 19.80 20.00 20.20
o} e m/z 276.10 82.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123725: 2,2,2-Trifluoro-N-(4-methoxy-1,3-benzothiazol-2-y...
192.0 o470 276.0
69.0

5000
19.60 19.80 20.00 20.20

m/z 233.10 40.85%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124241: (1H)Pyrrole, 3,4-dimethyl-5-methoxy-2-[3,4-dimeth...
261.0
19.60 19.80 20.00 20.20
5000 m/z 231.10 23.51%
31.0 163.0 231.0
‘ ‘ ‘ 85.0107.0 135.0 199.0 ‘ ‘
O.H,N‘WIW AT ST W WU P VP A T Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124682: 4-Ethyl-7-iodotropolone
276.0 19.60 19.80 20.00 20.20
m/z 114.95 23.01%
5000 233.0
77.0 121.0
ol1z0 200 bl 1 1490 1910 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.02 3.74 ng/ul 530479 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3066 (21.021 min): BN002511.D (-3060) (-) m/z 43.10 100.00%
43 83.0
5000 wﬂmrkwvvaA/A/\\HJLJAWAJ\J\
AU SRR SR IR
153.0 180.9 208.0 20.80 21.00 21.20 21.40
o 2312 28O h/7 55.00  94.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1
54.0 .0
5000 LRI UL BRI B B
20. 80 21. oo 21. 20 21. 40
29.0 m/z 83.05 93.58%
: 139.0
ol 168.0 196.0  238.0 266.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119524: 1-Octadecanol
55/0 83.0
"' 20.80 21.00 2120 21.40
5000 m/z 57.00 89.49Y%
29.0
m/z--> "55"25"60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119523: 1-Octadecanol B m o B e S
5580 oo, 20.80 21.00 21.20 21.40
: m/z 97.05 75.57%
5000
29.0
o “\ 1 ‘ 139.0 1680 196.0 224.0 252.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 2080 2100 2120 2140
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.42 2.97 ng/ul 450486 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 87
3 Saualene 410 C30H50 000111-02-4 86
4 2.6-Octadiene. 2.7-dimethvl- 138 C10H18 016736-42-8 59
5 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 53

Abundance Scan 3304 (22.421 min): BN002511.D (-3299) (-) m/z 69.00 100.00%

69.0

5000
{ ' 22.20 22.40 22.60 22.80
0 203.0 : : : :
ol b 195 i 1,1.7.0.9. 30 2452 2851 3551 4010 | n75 81.00  53.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LN L L L L Y L
22. 20 22. 40 22. 60 22. 80
m/z 41.05 26.41%
137.0
o L k4 305.0,7 1910 231.0 273.0 341.0 410.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
T T

22.20 22.40 22.60 22.80
5000 m/z 95.05 13.45%

137.0
0290 , | [ 1050, | = 1910 2310 2730 3410 4100
m/z--> 100 150 200 250 300 350 400
Abundance #215929: Squalene R R e e S
69.0 22.20 22.40 22.60 22.80
m/z 68.00 11.71%
5000
137.0
0229 4 | [ 1050 | 1910 2310 2730 3410 4100
m/z--> 50 100 150 200 250 300 350 400 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.80 3.09 ng/ul 468743 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 91
Abundance Scan 3368 (22.798 min): BN002511.D (-3363) (-) m/z 57.05 100.00%

57.0
5000

99.1
20140 22160 2280 23100 2320

41.1 197.2 ) .
YEELE 239.1 2953 357.0 4291 488.9 m/z 43.10 65 .40%

L .o

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57.0

5000 R EEEEE e e
22. 40 22 60 22. 80 23. 00 23 20

m/z 71.05 62 .39%

9.0
0 ,F“ 141.0 183.0 225.0 267.0  338.0
T AA A A e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209565: Octacosane
57.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.40 22.60 22.80 23.00 23.20
5000 m/z 85.05 45 _01%

ol ] fﬂli 14101830 2250 281.0 337.0 394.0
e M
miz--> 50 100 150 200 250 300 350 400 450
Abundance :

#215181: 2-methyloctacosane B
57.0 22.40 22.60 22.80 23.00 23.20

m/z 55.10 24 .28%

| | 141.0183.0 225.0 267.0 309.0 365.0

—

(O e I o B B B i ot e e e e NI I o o S R e R o R

m/z--> 50 100 150 200 250 300 350 400 450 22. 40 22 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 6
R.T. EstConc Area Relative to ISTD R.T.

23.99 3.73 ng/ul 566161 Perylene-d12 23.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3571 (23.992 min): BN002511.D (-3564) (-) m/z 57.10 100.00%

)

13.1 23 60 23.80 24.00 24.20 24.40
169.2
o 225.2 281.1 343.0 429.2 489.2 m/z 71.10 61.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane

23.60 23.80 24.00 24.20 24.40
m/z 43.05 60.71%

o "7 169.0 225.0 281.0 365.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
57.0

23 60 23. 80 24 00 24 20 24.40

5000

5000 m/z 85.10 42.60%
o ] J]ﬁ* 0 169.0 225.0 281.0 338.0
e e e T e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B B e L e
57.0 23.60 23.80 24.00 24.20 24.40

m/z 55.00 21.80%

] Jﬁ130 ﬂwW«mwMAMWW/\NJ/N“NJ\xMM

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

e b lhard s L N

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23 60 23. 80 24 00 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Guaia-3,9-diene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.88 23.46 ng/ul 3560600 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-3.9-diene 204 C15H24 000489-83-8 52
2 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 52
3 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 50
4 1H-Cvcloproplelazulene. 1a.2.3.4... 204 C15H24 000489-40-7 43
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 43
Abundance Scan 3892 (25.880 min): BN002511.D (-3882) (-) m/z 204.15 100.00%
2
5000 /\
e 560 2580 26,00 2620 |
393.3 : : : :
ol 4404 4891 5492 7>7135.05  59.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64297: Guaia-3,9-diene
1350, 2040
91
41.0
5000 RN SRR SRR IR DA
%m%m%m%m
m/z 55.00 57 .06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64424: 1,4- Dlmethyl 8-isopropylidenetricyclo[5.3.0.0(4,10...
204.
| 25.60 25.80 26.00 26.20
5000 m/z 69.05 56.66%
95.0 161.0
Tl
O 'km""'w"""'w"'""w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene B EEREE mm e
204.0 25.60 25.80 26.00 26.20
91.0 133.0 m/z 121.05 50.02%
41.0 :
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN081318MA_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 10 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.13 2.11 ng/ul 320025 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 45
2 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 38
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 38
4 Benzenepropanal. 3-(1.1-dimethvl... 204 C14H200 062518-65-4 30
5 2,3-Dimethoxy-5-aminocinnamonitrile 204 C11H12N202 1000214-46-5 30
Abundance Scan 3934 (26.127 min): BN002511.D (-3931) (-) m/z 189.10 100.00%
18b.1
5000 550 950 . /\\JL
25.80 26.00 26,20 26.40
o} m/z 177.10 80.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64441: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,7-octah...
189.0
133.0
5000 UV AR
410 910 25.80 26.00 26.20 26.40
jl m/z 204.10 64.37%
0 L S S S S AR S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0
107.0 25.80 26.00 26,20 26.40
5000 410 m/z 95.00 43.00%
. 147.
0,A,MLJLM;.HLI,;Tl,,\l,,,,I,,,,I,,,,I,,,,I,,,,I
m/z--> 50 100 150 200 250 300 350 400
Abundance #64497: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... B T Al
189.0 25.80 26.00 26.20 26.40
m/z 55.00 42 .75%
133.0
55.0 \
0 III .‘lluJ.ﬂ.LV.M.”.Jl ‘..iuulluuu.|....|....|....|....| R RAR D =,
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002511.D

Aca On : 24 Aug 2018 21:10

Operator : JU/SJ

Sample = J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 11 Stigmast-4-en-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.98 4_.05 ng/ul 615268 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 91
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 66
3 Testosterone cvpionate 412 C27H4003 000058-20-8 53
4 Testosterone 288 C19H2802 000058-22-0 46
5 Testosterone 288 C19H2802 000058-22-0 44
Abundance Scan 4249 (27.980 min): BN002511.D (-4243) (-) m/z 124.00 100.00%
12h.0
43.0
5000

27.60 27.80 28.00 28.20
m/z 43.05 61.49%

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #216708: Stigmast-4-en-3-one
124.0

43.0

5000

27!60 27.I80 28.IOO 28.I20
m/z 229.15  42.78%

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...

27.60 27.80 28.00 28.20

5000 m/z 55.00 37.06%

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #216680: Testosterone cypionate e EARRs RS
55.0 124.0 27.60 27.80 28.00 28.20
' m/z 41.00 30.57%
5000
185,0 230-0271.0 370.0 4120
327.0
o M.

T I T I
m/z--> 50 100 150 200 250 300 350 400 450 27.60 27.80 28.00 28.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN082418\
Data File : BN002511.D

Acq On 24 Aug 2018 21:10

Operator : JU/SJ

Sample - J4628-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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]
n-Hexadecanoic acid 17.96 6.2 ng/ul 647003 4 17.05 2076750 20.0
Oleic Acid 19.12 2.0 ng/ul 212905 4 17.05 2076750 20.0
(1H)Pyrrole, 3,4-_... 19.62 8.4 ng/ul 1195800 5 21.25 2839340 20.0
2,2,2-Trifluoro-N_.. 19.97 2.5 ng/ul 360609 5 21.25 2839340 20.0
n-Nonadecanol-1 21.02 3.7 ng/ul 530479 5 21.25 2839340 20.0
Squalene 22.42 3.0 ng/ul 450486 6 23.46 3035380 20.0
(DEL) Alkane: Str... 22.80 3.1 ng/ul 468743 6 23.46 3035380 20.0
(DEL) Alkane: Str... 23.99 3.7 ng/ul 566161 6 23.46 3035380 20.0
Guaia-3,9-diene 25.88 23.5 ng/ul 3560600 6 23.46 3035380 20.0
unknown-01 26.13 2.1 ng/ul 320025 6 23.46 3035380 20.0
Stigmast-4-en-3-one 27.98 4.0 ng/ul 615268 6 23.46 3035380 20.0

SOM-EPA-BNO81318MA_M Mon Aug 27 15:45:35 2018 Page: 15



