LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM102816\
Data File : BM0O07742.D
Acq On : 28 Oct 2016 14:39 Instrument :
Operator : UM/SJ gyAﬁg ol

- - lentosampleld :
3?22'6 : Ho441-16 PRERV-SS009-0003-02
ALS Vial : 6 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 21 rvB4 70845 135334  4.65% 0.435%
2 2.887 47 51 58 rvB 52326 67846 2.33% 0.218%
3 2.993 66 69 76 rvB2 42966 51513 1.77% 0.166%
4 3.076 79 83 94 rvB2 41211 67433 2.32% 0.217%
5 3.287 115 119 126 rBvV 23421 32650 1.12% 0.105%
6 4.217 273 277 284 rBV2 33692 51221 1.76% 0.165%
7 4_905 389 394 402 rBvY 46485 72725 2.50% 0.234%
8 6.928 732 738 751 rvVB 345791 651262 22.40% 2.092%
9 7.087 759 765 778 rBvY 281353 462029 15.89% 1.484%
10 7.287 792 799 809 rBVY 391201 635986 21.87% 2.043%

11 7.752 869 878 889 rBvV 672975 1110299 38.18% 3.567%
12 8.458 991 998 1010 rBV 394177 678670 23.34% 2.181%
13 8.905 1067 1074 1086 rBV 335021 580636 19.97% 1.866%
14 9.622 1190 1196 1206 rBV 265616 458534 15.77% 1.473%
15 10.163 1281 1288 1304 rBV 388193 732115 25.18% 2.352%

16 10.528 1342 1350 1358 rBV 838688 1459228 50.18% 4.688%
17 10.675 1368 1375 1390 rBV 232650 506753 17.43% 1.628%
18 13.363 1827 1832 1837 rVB2 31658 46634 1.60% 0.150%
19 13.798 1899 1906 1910 rBV 741750 1102892 37.93% 3.544%
20 13.845 1910 1914 1921 rVB 524012 740497 25.47% 2.379%

21 14.075 1945 1953 1963 rBV 870206 1305960 44.91% 4._.196%
22 14.287 1983 1989 1996 rVB5 34939 65297 2.25% 0.210%
23 14.387 1999 2006 2013 rVV 1244227 1893407 65.11% 6.083%
24 14.475 2016 2021 2027 rVB2 75266 105525 3.63% 0.339%
25 14.610 2037 2044 2055 rBvV2 152918 357366 12.29% 1.148%

26 15.181 2137 2141 2146 rBV 38534 50073 1.72% 0.161%
27 15.234 2146 2150 2154 rVB 44300 55195 1.90% 0.177%
28 15.381 2169 2175 2183 rBV 1167455 1680278 57.79% 5.399%
29 15.516 2193 2198 2208 rBV 170144 275938 9.49% 0.887%

30 15.622 2210 2216 2219 rBV5 26073 45687 1.57% 0.147%
31 16.092 2292 2296 2305 rBV 55954 98398 3.38% 0.316%
32 16.439 2351 2355 2362 rBV6 42655 68081 2.34% 0.219%
33 16.657 2387 2392 2397 rBV7 25048 43363 1.49% 0.139%
34 16.886 2427 2431 2434 rBV2 45746 64189 2.21% 0.206%
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LSC Area Percent Report

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

Data File : BMO07742.D

Acq On : 28 Oct 2016 14:39

Operator : UM/SJ

3?22'6 i H5441-16 PRERV-SS009-0003-02
ALS Vial : 6 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 2463 2473 2479 rBV2 1497149 2258084 77.66% 7.255%

36 17.228 2484 2489 2499 rVB 1218575 1809985 62.25% 5.815%
37 17.963 2610 2614 2620 rBV 183455 279542 9.61% 0.898%
38 18.022 2620 2624 2633 rVV2 221145 377533 12.98% 1.213%
39 18.345 2676 2679 2683 rVB2 68604 76329 2.62% 0.245%
40 19.527 2875 2880 2889 rBV 1482732 2211519 76.05% 7.106%

41 21.316 3180 3184 3189 rBV 2199356 2756606 94.80% 8.857%
42 22.063 3308 3311 3316 rVB 399640 514453 17.69% 1.653%

43 23.427 3539 3543 3554 rVB2 1196486 2178838 74.93% 7.001%
44 23.568 3563 3567 3579 rvVB2 1520552 2907805 100.00% 9.343%

Sum of corrected areas: 31123708
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LSC Report - Integrated Chromatogram

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

Data File : BMO07742.D

Acq On : 28 Oct 2016 14:39

Operator : UM/SJ

ﬁ?ggle i H5441-16 PRERV-SS009-0003-02
ALS Vial : 6 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: BM0O07742.D

3000000
2500000
2000000
1500000

1000000 10.53
7.75

500000 29 8.46
6.9304 8.90 9.62 0.68

64

642,908 29 4.22 4.90 [} ]k N

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BM007742.D

3000000

2500000

2000000

19.53

1500000

1000000 14.07

13.80
18.85

500000
61

5.52
155128 15.62 16‘.\0916.%.@@-89

AN
L

13.36

o7 r A e e e L L e o o o o o s L

Time--> 12.00 12.50 13.00 13.50 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: BM0O07742.D

21132 2357

3000000
23.4

2500000

2000000
22.06

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 25.50 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 : BMO07742.D

Acq On : 28 Oct 2016 14:39

Operator : UM/SJ

ﬁ?ggle i H5441-16 PRERV-SS009-0003-02
ALS Vial : 6 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 1 Ethane, 1,2,2-trichloro-1,1... Concentration Rank 4

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

2.64 2.44 ng/ul 135334 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloromethane 118 CHCI3 000067-66-3 72
2 Ethane, 1,2,2-trichloro-1,1-difl... 168 C2HCI3F2 000354-21-2 59
3 Methane, bromodichloro- 162 CHBrCI2 000075-27-4 39
4 Methane, bromodichloro- 162 CHBrCI2 000075-27-4 39
5 Methane, bromodichloro- 162 CHBrCI2 000075-27-4 39

Abundance Scan 9 (2.640 min): BM007742.D (-6) (-) m/z 83.00 100.00%

83
5000

47 AR e e
270 2.80 2.90 3.00 3.10

6 117 147 221 281 m/z 85.00 61.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8989: Trichloromethane

83

5000 |||||||||IIII|IIII|IIII|II
2.70 2.80 2.90 3.00 3.10

47 m/z 47.00 19.67%

13 118
T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83

2.70 2.80 2.90 3.00 3.10

5000 m/z 41.05 16.95%
31
AT 67 149 168
mﬁwﬁwﬁmﬂmﬁmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32801: Methane, bromodichloro- AN B amas B
83 2.70 2.80 2.90 3.00 3.10
m/z 43.00 14.78%
5000
ar 129
13, | e3 . 1147 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.70 2.80 2.90 3.00 3.10
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Library Search Compound Report

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

Data File : BMO07742.D

Acq On : 28 Oct 2016 14:39

Operator : UM/SJ

ﬁ?ggle i H5441-16 PRERV-SS009-0003-02
ALS Vial : 6 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 cis-9-Hexadecenoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.96 2.48 ng/ul 279542 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 99
2 Z-9-Pentadecenol 226 C15H300 1000130-76-9 89
3 Z-7-Hexadecenoic acid 254 C16H3002 1000130-90-8 87
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 86
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 83
Abundance Scan 2614 (17.963 min): BM007742.D (-2610) (-) m/z 55.10 100.00%

5000

e

138 207 236 17.60 17.80 18.00 18.20
169186 258 282
m/z 69.05 59.47%

m/z--> 50 100 150 200 250 300 350
Abundance #105678: cis-9-Hexadecenoic acid
55

5000 83 L L B O
17.60 17.80 18.00 18.20
m/z 41.10 46.28%
Tl
Iﬂ U\\M IL M‘ W 1187 185 ead A N
m/z--> 50 100 150 200 250 300 350
Abundance
55
e o
97 17.60 17.80 18.00 18.20
5000 m/z 83.10 43.37%
73 124 166 208226
149 | 185
L B T L A o e I
m/z--> 50 100 150 200 250 300 350
Abundance #105672: Z-7-Hexadecenoic acid AN REEEE B
55 17.60 17.80 18.00 18.20
m/z 97.10 33.28%
83 236
5000
m/z--> 50 100 150 200 250 300 350 17. 60 17. 80 18. OO 18 20
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Library Search Compound Report

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

Data File : BMO07742.D

Acq On : 28 Oct 2016 14:39

Operator : UM/SJ

ﬁ?ggle i H5441-16 PRERV-SS009-0003-02
ALS Vial : 6 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-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.02 3.34 ng/ul 377533 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 76

Abundance Scan 2624 (18.022 min): BM007742.D (-2620) (-) m/z 73.10 100.00%

43

5000

-

17.80 18.00 18.20 18.40
m/z 60.00 76.30%

5
276295 321 355

m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43
5000 256
129 17.80 18.00 18.20 18.40
l 213 m/z 43.10 69.22%
57 185
|2| MH H H‘“ MH ‘H\ . ‘: I‘ I‘Iml |“|‘|23|9|‘| —— ———
m/z--> 150 200 250 300 350
Abundance
43 60
R RN e e
17.80 18.00 18.20 18.40
5000 129 m/z 57.10 62.59%
83
101 157 185 213 256
239
—— T e T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #95854: Pentadecanoic acid S A Ramaa m
4 73 17.80 18.00 18.20 18.40
m/z 41.10 57.97%
5000
129 242
‘ ‘ 171 199
m/z--> 50 200 250 300 350 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 : BMO07742.D

Acq On : 28 Oct 2016 14:39

Operator : UM/SJ

ﬁ?ggle i H5441-16 PRERV-SS009-0003-02
ALS Vial : 6 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.

22.06 3.73 ng/ul 514453 Chrysene-d12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, 2-[5-(4-nitrophenyl... 275 C13H13N304 351064-45-4 50
2 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17HI9NO3 000475-75-2 45
3 5H-[1]1Benzopyrano[4,3-d]pyrimidi... 275 C16HIN302 1000337-49-1 45
4 1-Methyl-5"-phenylspiro(indoline... 275 C17H13N30 015970-21-5 43
5 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17HINO3 000475-75-2 38

Abundance Scan 3311 (22.063 min): BM007742.D (-3308) (-) m/z 275.10 100.00%

215

5000 246
129 218

-

21.80 22.00 22.20 22.40
189
ol N ,l ah 156180 J ) | 304 341 385413 465 506538 | 7048 10 44.25%
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 LN L L L LB L B
202 21. 80 22. 00 22. 20 22. 40
102 7 m/z 129.05 34.10%
NN
IHH‘H\\H\\‘\M\‘ ‘ \\ ‘\\‘ |‘||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
275
T L B
21.80 22.00 22.20 22.40
5000 m/z 218.10 30.87%
188217 247

51 81 108138

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

Abundance #123552: 5H-[1]Benzopyrano[4,3-d]pyrimidin-5-one, 2-(3-pyr... e i
275 21.80 22.00 22.20 22.40

m/z 128.05 19.64%

%

5000
171

53
‘ J116143 \ 219247

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

5

1
T
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Tentatively ldentified Compound (LSC) summary

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

Data File : BMO07742.D

Acq On : 28 Oct 2016 14:39

Operator : UM/SJ

3?22'6 i H5441-16 PRERV-SS009-0003-02
ALS Vial : 6 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]
Ethane, 1,2,2-tri... 2.64 2.4 ng/ul 135334 1 7.75 1110300 20.0
cis-9-Hexadecenoi... 17.96 2.5 ng/ul 279542 4 17.13 2258080 20.0
n-Hexadecanoic acid 18.02 3.3 ng/ul 377533 4 17.13 2258080 20.0
Acetic acid, 2-[5... 22.06 3.7 ng/ul 514453 5 21.32 2756610 20.0
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