LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM102816\
Data File : BM0O07744.D
Acq On : 28 Oct 2016 15:50 Instrument :
Operator : UM/SJ gyAﬁg ol

- - lentosampleld :
3?22'6 : Ho441-18 PRERV-SS010-0003-01
ALS Vial : 8 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\SOMO2.2-EPA-BM102016.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 2.640 6 9 19 rvB3 61475 134147 4_.65% 0.378%
2 2.893 48 52 58 rvB 56633 72818 2.52% 0.205%
3 2.999 67 70 75 rvB3 34303 50431 1.75% 0.142%
4 3.087 80 85 91 rvB4 26011 44532 1.54% 0.126%
5 3.293 117 120 128 rVB 26221 36662 1.27% 0.103%
6 4.916 392 396 405 rBvV2 23188 37503 1.30% 0.106%
7 5.763 535 540 549 rvB2 39459 65847 2.28% 0.186%
8 6.928 732 738 753 rvB2 402135 791761 27 .44% 2.234%
9 7.092 760 766 778 rVB 327057 517208 17.92% 1.459%
10 7.287 790 799 807 rBV 438495 734998 25.47% 2.074%

11 7.751 871 878 886 rBvV 677216 1110331 38.48% 3.132%
12 8.457 992 998 1010 rBV 480519 811215 28.11% 2.289%
13 8.910 1069 1075 1082 rBV 392420 660300 22.88% 1.863%
14 9.033 1090 1096 1106 rBV 40239 74764 2.59% 0.211%
15 9.628 1190 1197 1207 rBV 298275 529054 18.33% 1.493%

16 10.163 1281 1288 1302 rBV 476504 863078 29.91% 2.435%
17 10.533 1343 1351 1365 rVB 848536 1462799 50.69% 4.127%
18 10.680 1369 1376 1393 rBV 341050 685120 23.74% 1.933%
19 13.280 1813 1818 1822 rBV2 24546 37500 1.30% 0.106%
20 13.574 1861 1868 1874 rBV2 44855 72483 2.51% 0.204%

21 13.798 1899 1906 1910 rBV 908265 1259654 43.65% 3.554%
22 13.845 1910 1914 1922 rVB 934236 1277286 44.26% 3.603%
23 14.080 1947 1954 1965 rVB 968327 1484421 51.44% 4.188%
24 14.280 1982 1988 1995 rBV3 24212 39174 1.36% 0.111%
25 14.386 1998 2006 2013 rVV 1288440 1871141 64.85% 5.279%

26 14.615 2037 2045 2056 rBV 209703 474196 16.43% 1.338%
27 15.180 2136 2141 2146 rBV 56715 82261 2.85% 0.232%
28 15.233 2146 2150 2154 rVB 45412 60568 2.10% 0.171%
29 15.380 2169 2175 2182 rBV 1308215 1892563 65.59% 5.339%
30 15.521 2194 2199 2207 rBV 186763 297446 10.31% 0.839%

31 15.627 2211 2217 2220 rBV5 23185 49568 1.72% 0.140%
32 16.098 2292 2297 2299 rBV 60508 84905 2.94% 0.240%
33 16.886 2427 2431 2434 rBV3 49865 72537 2.51% 0.205%
34 17.027 2452 2455 2462 rVBS8 42844 76374 2.65% 0.215%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM102816\
Data File : BM0O07744.D
Acq On : 28 Oct 2016 15:50 Instrument :
Operator : UM/SJ EFAﬁg ol

- - lentosampleld :
a?zgle : Ho441-18 PRERV-SS010-0003-01
ALS Vial : 8 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\SOMO02.2-EPA-BM102016.M
SVOA CALIBRATION

35 17.133 2467 2473 2478 rVV 1518077 2203931 76.38% 6.218%

36 17.174 2478 2480 2484 rVVv 85400 113297 3.93% 0.320%
37 17.233 2484 2490 2501 rVB2 1383837 2053028 71.15% 5.792%
38 17.521 2534 2539 2546 rBV2 93337 162654 5.64% 0.459%
39 18.021 2620 2624 2628 rBV3 137940 223477 7.74% 0.630%
40 18.209 2651 2656 2659 rBV4 37830 74921 2.60% 0.211%

41 18.321 2671 2675 2679 rBV6 38631 67774 2.35% 0.191%
42 18.892 2768 2772 2781 rBV3 233975 415554 14.40% 1.172%
43 19.192 2820 2823 2829 rVB 258833 356051 12.34% 1.004%
44 19.527 2875 2880 2892 rBV2 1703981 2695806 93.42% 7.605%
45 21.321 3180 3185 3189 rBV 2165034 2885547 100.00% 8.141%

46 22.068 3308 3312 3322 rVB 927885 1392850 48.27% 3.929%
47 23.433 3539 3544 3550 rBV2 1311532 2279563 79.00% 6.431%
48 23.580 3564 3569 3576 rVB 1465613 2707391 93.83% 7.638%

Sum of corrected areas: 35446489
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07744.D

Acq On : 28 Oct 2016 15:50

Operator : UM/SJ

ﬁ?ggle i H5441-18 PRERV-SS010-0003-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

Abundance TIC: BM0O07744.D
3500000

3000000
2500000
2000000
1500000

1000000 1053
7.75

8.46 10.16
500000 6.93 0829 JL 8.91 063 0.68
64 "
2.8903.29 4.92 5.76 0.03 I f\

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BM0O07744.D
3500000

3000000

2500000

19.53

2000000

1500000 14.39 15.38

1000000 1RadH.08

500000
14.62 5.52
13.2&%57 14. JL lﬁ,& 5.63 16;\10 16;

Time--> 12.00 12.50 13.00 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

Abundance TIC: BM0O07744.D
3500000 2132
23 58

3000000

22.07
2500000

2000000

1500000

1000000

500000

T

Time--> 20.50 21.00 21.50 22.00 22.50 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 : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07744.D

Acq On : 28 Oct 2016 15:50

Operator : UM/SJ

ﬁ?ggle i H5441-18 PRERV-SS010-0003-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .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 4
R.T. EstConc Area Relative to ISTD R.T.
18.02 2.03 ng/ul 223477 Phenanthrene-d10 17.13
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 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87
Abundance Scan 2624 (18.021 min): BM007744.D (-2620) (-) m/z 73.10 100.00%
2000 Mfk,\/m‘
26 53 35 "' 17,80 18.00 18.20 18.40

m/z 60.00 82.62%

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129

17.80 18.00 18.20 18.40

83 -
H o 157 1g5 213 256 m/z 43.05 77.72%
L ‘MkmﬁﬁwhzJ,‘.J.‘.;.‘u??g,u. e
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
N B B !
17.80 18.00 18.20 18.40
5000 256 m/z 57.10 71.52%
129
97 157 185 213
26 239
L e T e A e e
m/z--> 50 100 150 200 250 300 350
Abundance #72646: Tridecanoic acid R  EBREmE R e
43 73 17.80 18.00 18.20 18.40
m/z 55.10 64_.51%
5000
‘ 129 171 214
T e | M T
m/z--> 50 100 150 200 250 300 350 17. 80 18 00 18. 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07744.D

Acq On : 28 Oct 2016 15:50

Operator : UM/SJ

ﬁ?ggle i H5441-18 PRERV-SS010-0003-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .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 n-Nonadecanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.89 3.77 ng/ul 415554 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Oleyl alcohol, trifluoroacetate 364 C20H35F302 1000352-68-4 93
3 Pentafluoropropionic acid, 4-hex... 388 C19H33F502 1000283-04-1 91
4 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 91
5 3-Hexadecene, (2)- 224 C16H32 034303-81-6 89
Abundance Scan 2772 (18.892 min): BM007744.D (-2768) (-) m/z 55.10 100.00%
s, 88
5000 111 rvvﬂ“r~4A/\~WJ\Mwwvvgwxﬁfww
SRR SRR SN B
139 167 18.60 18.80 19.00 19.20
I l A4l 7,107, 200 230282 279 307331 364 401 17 g3 10 99.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanal-1
55 83
5000 111 e  RJAREE e
18.60 18.80 19.00 19.20
29 m/z 69.10 91.30%
139
I\U \I‘ I\‘\I ‘: \ "H‘l l‘w I\‘I ‘! ?'68I :I|-9|6| |?3|8 ZIGIGI B A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
I I

18.60 18.80 19.00 19.20

5000 m/z 57.10 77.26%
111
29
137 166 104 237 266 294 _ 33 364
LA s o e e A e o ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #206449: Pentafluoropropionic acid, 4-hexadecy! ester R e EREE mE e
55 97 18.60 18.80 19.00 19.20
m/z 97.10 71.75%
5000
' 125 224
29 ‘
154,196
AU L e e
m/z--> 50 100 150 200 250 300 350 400 18. 60 18 80 19. 00 19 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07744.D

Acq On : 28 Oct 2016 15:50

Operator : UM/SJ

ﬁ?ggle i H5441-18 PRERV-SS010-0003-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .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 Acetic acid, 2-[5-(4-nitrop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.07 9.65 ng/ul 1392850 Chrysene-di12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, 2-[5-(4-nitrophenyl... 275 C13H13N304 351064-45-4 58
2 4H-1soxazol-5-one, 4-(3,4-dietho... 275 C15H17NO4 1000316-44-0 43
3 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17H9NO3 000475-75-2 41
4 1-Methyl-5"-phenylspiro(indoline... 275 C17H13N30 015970-21-5 38
5 3,5-Diamino-6-[3,4-diethoxypheny... 275 C13H17N502 058848-69-4 37
Abundance Scan 3312 (22.068 min): BM007744.D (-3308) (-) m/z 275.10 100.00%
215
5000 246
129 18
65 l 21,80 22.00 22.20 22.40
ob 38l Jud 110y 1) | s13301 sse a0 amsorsss | potoaeiG 46,630
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123259: Acetic acid, 2-[5-(4-nitrophenyl)-1-imidazolyl]-,...
275
5000 LAV R AR
21.80 22.00 22.20 22.40
(102 175202 m/z 129.05 35.71%
L
IHH‘H\\H\\‘\“\\‘ ‘ \\ ‘\\‘ |‘||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
275
21,80 22.00 22.20 22.40
5000 149,45 m/z 218.10 28.94%
205
43 77 115 246
mz-> 50 100 150 200 250 300 350 400 450 500 550

Abundance #123593: 8H-Benzo[g]-1,3-benzodioxolo[6,5,4-de]quinolin-8-one B I a e e e
275 21.80 22.00 22.20 22.40

m/z 102.05 19.41%

5000

188 217 247
|

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. 00 22. 20 22. 40

81
51 - 108138 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07744.D

Acq On : 28 Oct 2016 15:50

Operator : UM/SJ

ﬁ?ggle i H5441-18 PRERV-SS010-0003-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .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 18.02 2.0 ng/ul 223477 4 17.13 2203930 20.0
n-Nonadecanol-1 18.89 3.8 ng/ul 415554 4 17.13 2203930 20.0
Acetic acid, 2-[5... 22.07 9.7 ng/ul 1392850 5 21.32 2885550 20.0
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