LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.128 20 24 29 rBV3 33830 45573 1.27% 0.113%
2 6.751 634 640 657 rBV 469430 894340 24.84% 2.224%
3 6.910 661 667 677 rBY 370597 599421 16.65% 1.491%
4 7.098 692 699 712 rBVY 557357 958577 26.62% 2.384%
5 7.563 772 778 789 rBVY 416164 716535 19.90% 1.782%
6 8.281 893 900 915 rBV 622954 1142939 31.74% 2.842%
7 8.722 968 975 986 rBvV 548214 970417 26.95% 2.413%
8 9.116 1037 1042 1047 rVB3 22103 37084 1.03% 0.092%
9 9.439 1084 1097 1109 rBV 447975 875800 24.32% 2.178%
10 9.975 1181 1188 1203 rBV 611427 1218934 33.85% 3.031%

11 10.339 1241 1250 1260 rBV 568038 962123 26.72% 2.393%
12 10.492 1267 1276 1295 rBV2 471079 1078509 29.95% 2.682%
13 13.639 1803 1811 1816 rBV 1287155 1851869 51.43% 4._.605%
14 13.686 1816 1819 1833 rVB 253191 426596 11.85% 1.061%
15 13.910 1850 1857 1868 rBV 1444291 2185082 60.69% 5.434%

16 14.121 1888 1893 1898 rBV2 50250 76017 2.11% 0.189%
17 14.215 1902 1909 1919 rvv2 782403 1247744 34.65% 3.103%
18 14.462 1945 1951 1967 rBV2 241394 644599 17.90% 1.603%
19 14.751 1995 2000 2006 rVB7 19001 40270 1.12% 0.100%
20 15.080 2052 2056 2060 rBVZ2 75138 92952 2.58% 0.231%

21 15.221 2073 2080 2088 rBV 1730689 2609622 72.48% 6.490%
22 15.368 2099 2105 2118 rBV 348815 638055 17.72% 1.587%

23 15.462 2118 2121 2125 rBV3 29497 45025 1.25% 0.112%
24 15.598 2139 2144 2149 rBV3 41658 68576 1.90% 0.171%
25 15.945 2199 2203 2212 rVB3 58647 99718 2.77% 0.248%

26 16.356 2265 2273 2279 rBV2 90187 133487 3.71% 0.332%
27 16.433 2279 2286 2289 rBV5 34377 59337 1.65% 0.148%
28 16.974 2373 2378 2385 rVB2 1053282 1457959 40.49% 3.626%
29 17.074 2385 2395 2408 rBV2 1896135 2924174 81.21% 7.272%
30 17.209 2415 2418 2425 rVBS8 26666 43584 1.21% 0.108%

31 17.756 2504 2511 2516 rBV3 87318 154089 4.28% 0.383%
32 17.880 2528 2532 2543 rVV2 271255 483800 13.44% 1.203%
33 18.156 2575 2579 2586 rBV6 23779 47851 1.33% 0.119%
34 18.721 2670 2675 2682 rBV 208435 274969 7.64% 0.684%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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
Title

= Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
= SVOA CALIBRATION

35 18.786 2682 2686 2694 rVB3 73099 136345 3.79% 0.339%

36 19.015 2721 2725 2729 rBV3 80903 123664 3.43% 0.308%
37 19.168 2748 2751 2761 rBv4 110617 193972 5.39% 0.482%

38 19.268 2765 2768 2772 rVV4 66004 89066 2.47% 0.221%
39 19.380 2781 2787 2794 rVB 2416872 3341373 92.80% 8.310%
40 19.750 2845 2850 2853 rBV6 31353 52904 1.47% 0.132%
41 19.815 2856 2861 2864 rBV2 122605 165757 4.60% 0.412%
42 19.856 2865 2868 2873 rBV2 75646 94388 2.62% 0.235%
43 19.921 2875 2879 2882 rBV4 37834 55891 1.55% 0.139%
44 20.297 2940 2943 2945 rBV4 34195 37323 1.04% 0.093%

45 20.550 2982 2986 2990 rBVY 323718 359960 10.00% 0.895%

46 20.615 2993 2997 3001 rVB 140131 170301 4.73% 0.424%
47 20.821 3030 3032 3035 rVB2 42537 37387 1.04% 0.093%
48 20.897 3041 3045 3058 rBV 401755 688416 19.12% 1.712%
49 20.997 3059 3062 3069 rBv4 100395 159416 4.43% 0.396%
50 21.056 3069 3072 3074 rBV3 59037 69817 1.94% 0.174%

51 21.180 3088 3093 3102 rBV 1372617 1898166 52.72% 4._.720%
52 21.415 3130 3133 3137 rVB 166909 193306 5.37% 0.481%
53 21.491 3144 3146 3150 rVB3 129296 144603 4.02% 0.360%
54 22.068 3240 3244 3249 rBV 358944 453573 12.60% 1.128%
556 22.138 3253 3256 3261 rVB3 157301 195424 5.43% 0.486%

56 22.327 3285 3288 3293 rVB2 166050 220678 6.13% 0.549%
57 23.038 3406 3409 3414 rVB3 104079 154580 4._.29% 0.384%
58 23.221 3434 3440 3450 rVB2 1897510 3600648 100.00% 8.954%
59 23.362 3458 3464 3473 rVB 927442 1824476 50.67% 4_537%
60 23.944 3558 3563 3573 rBV3 296534 644216 17.89% 1.602%

Sum of corrected areas: 40211277
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM014013.D

2000000
1500000

1000000

7.10 8.28 9.97 10.34
500000 6.7941 756 9.44 10.49

L Lol LIL

(0 i . L o e o e s B e
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014013.D

19.38
2000000 17.07
15.22
1500000 13.91
13.64
16.97
1000000
14.22
20.!
500000 15.37 1788
18.69 14.46 ' 18.72 47 1 20.30
ﬁ‘J 14, 147513ﬂ5 1466015,94 16633 721 177R 1816 TO9FCR 194892 <5
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014013.D
23.22
2000000
21.18
1500000
P3.36

1000000

500000

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
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 Sulfurous acid, cyclohexylm... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

1776 2.11 ng/ul 154089  Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 53
2 2-Thiopheneacetic acid, undec-10... 294 C17H2602S 1000278-91-6 50

3 Thiophene, 2-dodecyl- 252 C16H28S 004861-61-4 45
4 Sulfurous acid, cyclohexylmethyl... 346 C19H3803S 1000309-22-0 42
5 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 40
Abundance Scan 2512 (17.762 min): BM014013.D (-2504) (-) m/z 97.10 100.00%
97
5000 57
77 155 17.40 17.60 17.80 18.00
ol —4 W18 s B2 S /7 57.10  40.42%
m/z--> 50 100 150 200 250 300 350
Abundance #190625: Sulfurous acid, cyclohexylmethyl tridecyl ester
97
5000 L DR B RN BRI B
55 17.40 17. 60 17. 80 18.00
m/z 55.05 22.78%
0 2\9 M \‘ \\“79\ Al 127 154 183
m/z--> 50 100 150 200 250 300 350
Abundance
97
17.40 17.60 17.80 18.00
so00] 41 m/z 41.00 21.00%
69 142
o 124 168 294
m/z--> 50 100 150 200 250 300 350
Abundance #104091: Thiophene, 2-dodecyl- A A
97 17.40 17.60 17.80 18.00
m/z 43.10 18.53%
B JW\A/\jk‘/\’\A/\
252
55
ob T Iy 121139 167 192209 | i) M
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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.
17.88 6.64 ng/ul 483800 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2532 (17.880 min): BM014013.D (-2528) (-) m/z 73.05 100.00%
41 78
5
5000 129 213
7
143157171185199 256 281 17.60 17.80 18.00 18.20
0! m/z 41.10 87 .42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LIS BRI BN BUURILE UL
17. 60 17. 80 18. oo 18 20
m/ 60.00 84 .72%
1Ji 143157171185, o 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
17.60 17.80 18.00 18.20
5000 129 m/z 43.05 81.00%
29 87
115 | 143 199 242
101 185
s 157171 213597
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455; Tetradecanoic acid L e
78 17.60 17.80 18.00 18.20
m/z 55.05 75.33%
5000 pallc 129
185
0...|....|....'|..|...:ﬁ \‘ ‘. ‘..:!-.57..‘..|...1.9‘9............|....|.. T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.72 3.77 ng/ul 274969 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 3-tridecyl ester 298 C19H3802 1000279-29-2 38
2 2-Ethyl-1-hexyl methylphosphonof... 210 C9H20F02P 000458-71-9 38
3 2-Piperidinone 99 C5H9NO 000675-20-7 38
4 Phosphonofluoridic acid, methyl-... 224 C10H22FO0O2P 211192-74-4 38
5 Malonic acid, di(2,4-dimethylpen... 300 C17H3204 1000349-02-5 37
Abundance Scan 2675 (18.721 min): BM014013.D (-2670) (-) m/z 57.10 100.00%
g7
99
5000
155 UL NS IR SRR
3 ‘ 8 18.40 18.60 18.80 19.00
| S— ﬁ, A *’ l 127 ,|-. el 283U Tm/z 99.10 77.19%
m/z--> 50 100 150 200 250 300
Abundance #143155: Hexanoic acid, 3-tridecyl ester
99
43
5000
n 18.40 18.60 18.80 19.00
117 182 m/z 69.05 39.02%
o2 L | 14037 269
m/z--> 50 100 150 200 250 300
Abundance
99
18.40 18.60 18.80 19.00
5000 4 70 m/z 97.10 37.80%
N T S —
m/z--> 50 100 150 200 250 300
Abundance #3481 2—Piperidinone LA L L L L N BN |
99 18.40 18.60 18.80 19.00
m/z 55.05 33.34%
5000, 30
55
m/z--> 50 100 150 200 250 300 18.40 18.60 18.80 19.00

SOM-EPA-BM011018.M Wed Jan 31 11:13:28 2018 Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.17 2.04 ng/ul 193972 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Octadecanoic acid 284 C18H3602 000057-11-4 76
3 Octadecanoic acid 284 C18H3602 000057-11-4 70
4 Octadecanoic acid 284 C18H3602 000057-11-4 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 2751 (19.168 min): BM014013.D (-2748) (-) m/z 72.95 100.00%
43
5000
18.80 19.00 19.20 19.40
0! m/z 43.10 87.77%
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
4 73
5000 129 AR LA BN B B
mmmmwmwm
97 199 242 m/z 60.00 81.09%
0 |15| “. Wlu‘u hl‘ ‘Iuml M‘hl“ I‘\\‘\Iul e ?18@ ‘ 223 ‘ ——— ———
m/z--> 50 100 150 200 250 300 350
Abundance
a3
18.80 19.00 19.20 19.40
5000 m/z 55.05 74 .15%
129
97 185 a1 284
0 18 157 213 265
m/z--> éo 160 1%0 200 2%0 300 350
Abundance #131260: Octadecanoic acid L BT o e
43 18.80 19.00 19.20 19.40
m/z 57.10 67 .66%
5000
129 284
‘ “ H 185 241
OHM HMM ,157,_\, 213 " oes | S ) e )
m/z--> 200 250 300 m 1mm%mwmwo
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 unknown-02 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.55 3.79 ng/ul 359960 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphite, tris(2,4-dimethylpent... 376 C21H4503P 1000159-84-4 43
2 Hexanoic acid, 4-tetradecyl ester 312 C20H4002 1000279-29-8 38
3 2-Propylthiazole 127 C6HONS 017626-75-4 38
4 Hexanoic acid, 4-hexadecyl ester 340 C22H4402 1000282-83-8 37
5 trans-3-Methyl-4-octanolide 156 C9H1602 039638-67-0 37
Abundance Scan 2986 (20.550 min): BM014013.D (-2982) (-) m/z 99.05 100.00%
57 do
5000
‘ 155
20.20 20.40 20.60 20.80
211 282
ol u, \ ...7.4;..4 l?zﬁ A ATT gl 249 200 827 856 m/z 57.05 91.32%
m/z--> 50 100 150 200 250 300 350
Abundance #200455: Phosphite, tris(2,4-dimethylpent-3-yl-
57 99
5000 UL AU
137 20,20 20.40 20.60 20.80
o7 163 m/z 69.05 40.11%
S - A e 261279 333 376
m/z--> 50 100 150 200 250 300 350
Abundance
99
43 SNBSS AU SRR
20.20 20.40 20.60 20.80
5000 m/z 97.10 32.05%
71
oL 25 126 15171 196 269
m/z--> 50 100 150 200 250 300 350
Abundance #11786: 2-Propylthiazole T
58 99 20.20 20.40 20.60 20.80
m/z 111.10 31.75%
5000, 27
126
0 Jl#'h!'\ﬂ"l"" LN UL B B NSNS SRR
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 (DEL) Alkane: Cyclic20.90 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.90 7.25 ng/ul 688416 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 n-Tetracosanol- 354 C24H500 000506-51-4 95
3 Cycloeicosane 280 C20H40 000296-56-0 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 3045 (20.897 min): BM014013.D (-3041) (-) m/z 43.05 100.00%
83
5000 111
139 20,60 20.80 21.00 2120
167 209
ol A L] a0 223280 327355 A0 Thz7 5505 98.83Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43 o7
69
5000 LN BRI SURLA SN IR
20.60 20.80 21.00 21.20
125 m/z 57.10 89.22%
o5 [ \H \‘ I “\ H“?“ 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
20,60 20.80 21.00 21.20
5000 11 m/z 83.10 77.51%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane T
55 20.60 20.80 21.00 21.20
83 m/z 97.10 70.62%
5000
29 111
O,L M, -‘-.-{ |19 168 196 204 252 260
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

SOM-EPA-BM011018 .M

Wed Jan 31 11:13:32 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 Thiophene, 2-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.42 2.04 ng/ul 193306 Chrysene-d12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2-hexyl- 168 C10H16S 018794-77-9 53
2 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 53
3 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 53
4 Oxazole, 2,4-dimethyl- 97 C5H7NO 007208-05-1 53
5 Cyclohexane, 1-bromo-3-methyl- 176 C7H13Br 013905-48-1 53
Abundance Scan 3134 (21.421 min): BM014013.D (-3130) (-) m/z 97.10 100.00%
o7
5000 57
125153 191 299 355 21.20 21.40 21.60 21.80
Ol b d 220 1202200 283 8255 A5 “nm/z 57.10  44.60%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36571: Thiophene, 2-hexyl-
o7
5000 LRI SUMLILN UM UL R
21:20 21.40 21.60 21.80
43 168 m/z 99.15 32.10%
L 67 Ly 189
L S e U L S L S WL I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
97
55 R SUNII BN BN R
21.20 21.40 21.60 21.80
5000 m/z 55.10 20.16%
ol 2 121 176
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #42813: Cyclohexane, 1-bromo-4-methyl-  E  EREEmmEsa
55 97 21.20 21.40 21.60 21.80
m/z 43.05 12.62%
5000
o ALl 121 176
m/z--> 0 50 100 150 200 250 300 350 400 450 21:20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 4-Butoxy-2,4-dimethyl-2-pen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.07 4.78 ng/ul 453573 Chrysene-d12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 53
2 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15CI102 1000299-36-1 43
3 Hexanoic acid, 4-tetradecyl ester 312 C20H4002 1000279-29-8 35
4 4,6-Dimethyl-4-hydroxyhept-5-eno... 154 C9H1402 1000122-47-0 35
5 Phosphite, tris(2,4-dimethylpent... 376 C21H4503P 1000159-84-4 32
Abundance Scan 3244 (22.068 min): BM014013.D (-3240) (-) m/z 99.10 100.00%
7 99
5000
155
211 281 21.80 22.00 22.20 22.40
o 824l on2er o 3 01429 475503 | sz 57.10 92.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #38268: 4-Butoxy-2,4-dimethyl-2-pentene
99
43
5000 UL AR SN R B
155 21.80 22.00 22.20 22.40
m/z 97.10 42.37%
0 ""lt6?" l'%%7'|“* LS DAL SRR WAL LRI UL BRI U
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
99
43 21.80 22,00 22.20 22.40
5000 - m/z 69.05 39.81%
155
190
L o L L UL UL LS B WL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #154954: Hexanoic acid, 4-tetradecy! ester B e L g W
99 21.80 22.00 22.20 22.40
43 m/z 155.10 35.00%
5000
71
d 426 1717 269
m/z--> 50 100 150 200 250 300 350 400 450 500 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 Hexanoic acid, 3-chloroprop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.14 2.06 ng/ul 195424 Chrysene-d12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15CI102 1000299-36-1 50
2 Pregn-8-ene-3,11,20-trione, cycl... 416 C25H3605 021063-94-5 38
3 Spiro[bicyclo[3.3.1]nhon-6-ene-2, ... 180 C11H1602 029927-78-4 35
4 Benzoic acid, 4-[[2-(1-piperazin... 277 C14H19N303 1000350-32-6 35
5 Piperazine, 1-[2-(2,5-dimethyl-1.._. 207 C12H21N3 1000318-92-7 35
Abundance Scan 3256 (22.138 min): BM014013.D (-3253) (-) m/z 99.10 100.00%

5000

207 O e e
o5 341371 416 475503 549 21.80 22.00 22.20 22.40

04 m/z 57.10 92.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53523: Hexanoic acid, 3-chloroprop-2-enyl ester
99
43
5000 7 LA L L L L L L LB L |
21.80 22.00 22.20 22.40
155 m/z 69.00 49 _.21%
0 | 190
h IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
99
R e e e R
21.80 22.00 22.20 22.40
5000 m/z 111.10 40.42%
3
o 7L, 126154185 316 416
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45508: Spiro[bicyclo[3.3.1]non-6-ene-2,2'-[1,3]dioxolane] e s Ean T
99 21.80 22.00 22.20 22.40
m/z 155.20 40.29%
5000
55
7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 2,6-Octadiene, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.33 2.42 ng/ul 220678 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 64
2 (.+/-.)-Lavandulol, chlorodifluo... 266 C12H17CIF202 1000376-22-9 64
3 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 59
4 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 59
5 Cyclopentanecarboxylic acid, eth... 140 C8H1202 016523-06-1 59
Abundance Scan 3289 (22.333 min): BM014013.D (-3285) (-) m/z 69.10 100.00%
¢
5000
a1 207 ) W b fmo
95 137 \ 22.00 22.20 22.40 22.60
161 281 341
o ol 4232 TP S00 401430 A Tz 81.10 42.20%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #10659: 2,6-Octadiene, 4-methyl-
69
41
5000 NSNS IS AR
22.00 22.20 22.40 22.60
m/z 207 .00 33.35%
0 "‘LL‘M‘ '??‘1??'|' LRI LI AL WAL S SR SR
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
69
41 UM RN ISR SRR
22.00 22.20 22.40 22.60
5000 93 m/z 41.05 25.71%
136
oy by | 169196228 268
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #22935: Cyclopentane, bromo- R AREEEEEEEEE L
69 22.00 22.20 22.40 22.60
m/z 68.10 13.09%
41
5000
ol 15 |, 108 148
m/iz--> 0 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 unknown-03 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.94 7.06 ng/ul 644216 Perylene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid, 4-methyl-, 2,2,3... 430 C13H14F1202 1000141-64-1 27
2 n-Heptyl methylphosphonofluoridate 196 C8H18F02P 162085-82-7 22
3 2H-Pyran-2-one, tetrahydro-4-(2-... 154 C9H1402 1000153-91-9 22
4 1,3-Cyclohexanedione, 5-isopropyl- 154 C9H1402 018456-87-6 22
5 1,2-Dodecanediol 202 C12H2602 001119-87-5 22

Abundance Scan 3562 (23.938 min): BM014013.D (-3558) (-) m/z 99.10 100.00%
57 99
0 199 wj\\b
207 23.60 23.80 24.00 24.20
281 : : : :
ol bk 253 327 357 401 430 475 7 57 10 94 810
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222024: Pentanoic acid, 4-methyl-, 2,2,3,3,4,4,5,5,6,6,7,...
57
99
5000 NN SRR
23.60 23.80 24.00 24.20
387 m/z 97.10 62.11%
2 131 212 ‘ ‘ 415
ol il L Braes s 3se | TP
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
99
23.60 23.80 24.00 24.20
5000 m/z 69.05 50.37%
41
I Wk\\w\_
125
S U U UL L L UL L WL SR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #27755: 2H-Pyran-2-one, tetrahydro-4-(2-methyl-1-propen-3-yl) R B
99 23.60 23.80 24.00 24.20
m/z 111.05 42 .05%
5000 55
29
” L .L\ Il 139
o S L U UL L L UL L WL WL NN SRR
m/z--> 50 100 150 200 250 300 350 400 450 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM013018\
Data File : BM014013.D

Acq On : 31 Jan 2018 00:35

Operator : SJ/JU

Sample - J1315-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
Sulfurous acid, c... 17.76 2.1 ng/ul 154089 4 16.97 1457960 20.0
n-Hexadecanoic acid 17.88 6.6 ng/ul 483800 4 16.97 1457960 20.0
unknown-01 18.72 3.8 ng/ul 274969 4 16.97 1457960 20.0
Pentadecanoic acid 19.17 2.0 ng/ul 193972 5 21.18 1898170 20.0
unknown-02 20.55 3.8 ng/ul 359960 5 21.18 1898170 20.0
(DEL) Alkane: Cyc... 20.90 7.3 ng/ul 688416 5 21.18 1898170 20.0
Thiophene, 2-hexyl- 21.42 2.0 ng/ul 193306 5 21.18 1898170 20.0
4-Butoxy-2,4-dime... 22.07 4.8 ng/ul 453573 5 21.18 1898170 20.0
Hexanoic acid, 3-... 22.14 2.1 ng/ul 195424 5 21.18 1898170 20.0
2,6-Octadiene, 4-... 22.33 2.4 ng/ul 220678 6 23.36 1824480 20.0
unknown-03 23.94 7.1 ng/ul 644216 6 23.36 1824480 20.0
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