LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009679.D

Acq On 19 Apr 2017 21:14

Operator : SJ/MA

Sample - 12691-11

Misc :

ALS Vial : 16 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-BM041717 .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

3.316 36 39 48 rvB2 42927 58748 1.51% 0.120%
3.828 122 126 133 rBV2 30684 43300 1.11% 0.088%
276 rVB2 145026 236592 6.08% 0.482%
5.269 365 371 377 rBvV2 69769 113963 2.93% 0.232%
6.993 656 664 678 rBvV 753144 1316997 33.82% 2.682%
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7.169 687 694 703 rBvV 546237 858603 22.05% 1.748%
7.363 719 727 734 rBV 720119 1181919 30.35% 2.407%
812 rBV 753542 1191491 30.60% 2.426%
7.881 812 815 822 rVB 112857 162272 4_.17% 0.330%
8.304 883 887 892 rvB2 28476 41283 1.06% 0.084%
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11 8.534 918 926 934 rBV 786695 1262628 32.43% 2.571%
12 8.998 998 1005 1017 rBV 683703 1158938 29.76% 2.360%
13 9.098 1017 1022 1027 rBV6 25489 49503 1.27% 0.101%
14 9.716 1115 1127 1135 rBV 563620 966381 24.82% 1.968%
15 10.245 1208 1217 1225 rBV 793750 1354615 34.79%% 2.758%

16 10.628 1275 1282 1292 rVB 918404 1531334 39.33% 3.118%
17 10.775 1299 1307 1314 rBV 640886 1116825 28.68% 2.274%
18 13.886 1828 1836 1840 rBV 1282796 1811290 46.52% 3.688%
19 13.933 1840 1844 1849 rVB 655719 897729 23.06% 1.828%
20 14.169 1878 1884 1895 rVB 1461387 2162109 55.53% 4.403%

21 14.480 1930 1937 1945 rVB2 1257037 1906868 48.97% 3.883%
22 14.680 1965 1971 1981 rBV 662775 1028536 26.42% 2.094%
23 15.304 2072 2077 2082 rVB3 74297 98599 2.53% 0.201%
24 15.474 2099 2106 2112 rBV 1913364 2716441 69.76% 5.531%
25 15.604 2121 2128 2136 rBV 450426 672321 17.27% 1.369%

26 15.704 2138 2145 2151 rVV6 41383 75233 1.93% 0.153%
27 16.168 2219 2224 2232 rBV 93147 165879 4._.26% 0.338%
28 16.957 2353 2358 2363 rBV 66323 95121 2.44% 0.194%
29 17.015 2363 2368 2372 rVB5 33610 56901 1.46% 0.116%

30 17.227 2397 2404 2410 rBV 1598511 2297057 58.99%% 4.677%

31 17.327 2412 2421 2427 rVB 2163188 2989560 76.78% 6.088%

32 17.698 2480 2484 2490 rBvV4 51063 63089 1.62% 0.128%
33 18.104 2548 2553 2559 rBV 310583 466770 11.99% 0.950%
34 18.392 2599 2602 2606 rBV5 30804 39382 1.01% 0.080%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009679.D

Acq On 19 Apr 2017 21:14

Operator : SJ/MA

Sample - 12691-11

Misc :

ALS Vial : 16 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:\HPCHEM1I\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .M

Title = SVOA CALIBRATION

35 19.021 2706 2709 2713 rVB5 40541 46951 1.21% 0.096%
36 19.156 2729 2732 2736 rBV6 39659 58965 1.51% 0.120%
37 19.256 2746 2749 2752 rBV5 35296 41274 1.06% 0.084%

38 19.380 2766 2770 2776 rBV3 204449 305457 7.84% 0.622%
39 19.545 2794 2798 2804 rVB 253256 277980 7.14% 0.566%
40 19.621 2805 2811 2821 rBV 2625102 3575698 91.83% 7.281%

41 20.527 2960 2965 2971 rBV 1531839 2810311 72.17% 5.723%
42 20.574 2971 2973 2980 rVvVv 740797 1002526 25.75% 2.041%
43 20.633 2980 2983 2990 rVB 342721 418200 10.74% 0.852%
44 21.092 3058 3061 3067 rBVY 454504 593074 15.23% 1.208%
45 21.409 3110 3115 3120 rBV 2228934 2808961 72.14% 5.720%

46 21.486 3125 3128 3131 rBV2 245585 329895 8.47% 0.672%
47 23.580 3478 3484 3494 rVB2 1970619 3893755 100.00% 7.929%
48 23.733 3504 3510 3518 rVB2 1429650 2757733 70.82% 5.616%

Sum of corrected areas: 49109057
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009679.D

Acq On 19 Apr 2017 21:14

Operator : SJ/MA

Sample - 12691-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM009679.D

2500000
2000000
1500000

1000000 10.63
6.99 736 7.83 8.53 10.25

9.00
7.17 9.72
500000 k
4.66 88
5.27 :
o 31L 32 3.83 A N 8.30 .10

I
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM009679.D
19.62

2500000
17.33

2000000 15.47 205

17.4
1500000 14.17

13.89 | 14.48
1000000
18.93 14.68
500000 15.60
15.3| 16.17 1

? 570 O izgﬁz

N R e e R R R R e e e et

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 18.50 19.00 19.50 20.00

Abundance TIC: BM009679.D
21,41 23,58

2500000
r3.73

2000000

1500000

1000000

500000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\BM041917\
Data File : BM009679.D

Acq On 19 Apr 2017 21:14

Operator : SJ/MA

Sample - 12691-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

4._.66 3.97 ng/ul 236592 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 90
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 83
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 83
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 64

Abundance Scan 267 (4.657 min): BM009679.D (-259) (-) m/z 43.05 100.00%
43
5000 85
| |‘ 207 440 4.60 4.80 5.00
O e h.L.,.”.,..”,..”,..”,..”,...w.... m/z 85.05 48_.81%
m/z--> 20 40 100 120 140 160 180 200
Abundance #12684. Heptane, 2,4-dimethyl-
43
5000
57 440 4.60 4.80 5.00
” n m/z 41.00 37.49%
oL 151 JM M‘ 99 113 128
m/z--> 20 40 60 80 160 120 140 160 180 200
Abundance
43
440 4.60 480 500
5000 a5 m/z 57.10 37 .43%
57 711
29
e A UL S R '9?'}}?|}?§'|"" [rrrrprrrrrrre
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12695: Heptane, 2,4-dimethyl-
43 440 4.60 4.80 5.00
m/z 71.20 28.18%
5000
85
27 57
0 ‘\ m ” 99 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009679.D

Acq On 19 Apr 2017 21:14

Operator : SJ/MA

Sample - 12691-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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.
18.10 4.06 ng/ul 466770 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 2552 (18.098 min): BM009679.D (-2548) (-) m/z 73.00 100.00%
43 7B
5
5000
97 129 T T T T
| 115 143157171185199213227 286 o0 17.80 18.00 18 20 18.40
Obrrrr il m/z 43.10 92.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73

3

50001 29 256 L L L L L N B
17. 80 18. 00 18 20 18. 40

“ “‘\‘ M

|||||||||||

m/z 60.10 86 .54%

21
143 157171185 199

0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
IIIIIIIIIIIIIIII‘IIIIII
29 57 17.80 18.00 18.20 18.40
5000 m/z 57.10 69.59%
. 129 242
199
. 101115 1 1431571711857 213596
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R
73 17.80 18.00 18.20 18.40
m/z 55.10 68.74%
43
5000 129
185 228
115
01 143757171 ‘ ‘
0, T TR A Ll 2 T A NI ettt
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009679.D

Acq On 19 Apr 2017 21:14

Operator : SJ/MA

Sample - 12691-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.53 20.01 ng/ul 2810310 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 99
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 97
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 97
4 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 76
5 Nonanamide 157 C9H19NO 001120-07-6 59
Abundance Scan 2966 (20.533 min): BM009679.D (-2960) (-) m/z 59.10 100.00%
¢
5000 {ﬁ
41
83
126 20.20 20.40 20.60 20.80
o Yo, 124 184207 238 263281 313 341359 | nzz 72.10  66.88%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 UABUAUVAUURES
20,20 20.40 20.60 20.80
81 m/z 55.05 40.38%
oL 8L 2007 150 184 o2z L
m/z--> 50 100 150 200 250 300 350
Abundance
59
20.20 20.40 20.60 20.80
5000 a1 m/z 41.10 35.94%
83 126
o 101 154 184 220238 543281
m/z--> " 50 100 150 200 250 300 350
Abundance #128446: 9-Octadecenamide, (2)- T T
59 20.20 20.40 20.60 20.80
m/z 43.10 25.85%
5000 a1
' 8 126 154 281
y— o B RO e | |
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 : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009679.D

Acq On 19 Apr 2017 21:14

Operator : SJ/MA

Sample - 12691-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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 Hexadecanamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.57 7.14 ng/ul 1002530 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 59
2 1,1-Dimethyl-1-silacyclobutane 100 C5H12Si 002295-12-7 50
3 Fumaric acid, 2-ethoxyethyl hexy... 272 C14H2405 1000330-56-4 50
4 Hexanamide 115 C6H13NO 000628-02-4 38
5 Dodecanamide 199 C12H25NO 001120-16-7 38
Abundance Scan 2972 (20.568 min): BM009679.D (-2971) (-) m/z 59.10 100.00%
59 q
5000
128 156177 50 264
I Ilmll h o 243264 288 319343 17 20.20 20.40 20.60 20.80
Ob Al DL L, m/z 72.10 65.46%
m/z--> 50 150 200 250 300 350 400
Abundance #106565: Hexadecanamide
59
5000 AR DA B
mmmmmmmm
m/z 69.10 58.27%
m/z--> b 160 1%0 260 250 300 3%0 460
Abundance
72
20.20 20.40 20.60 20.80
5000 m/z 55.10 36.36%
100
0"'I""I""I"" T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #120660: Fumaric acid, 2-ethoxyethyl hexyl ester L o
72 20.20 20.40 20.60 20.80
m/z 43.10 35.34%
5000
45 99 143 183 207
o..JLL.ﬂ.!.m.LusJ.,.J......,....,.”.,.... e s
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:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009679.D

Acq On 19 Apr 2017 21:14

Operator : SJ/MA

Sample - 12691-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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: Cyclic21.09 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.09 4.22 ng/ul 593074 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 99
2 1-Tricosene 322 C23H46 018835-32-0 96
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 94
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 93
Abundance Scan 3061 (21.092 min): BM009679.D (-3058) (-) m/z 57.10 100.00%
57
83
5000
| l 2030 2100 21,20 2140
139 168 : : : :
ol AL LA Lz o0 190 229255280 328 370 413 449 499 | n/7 43.10  86.65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 L S BRI SULRLN B
29 11 20.80 21.00 21.20 21.40
m/z 55.10 77 .95%
ol 11l \ H ‘\L ‘ \‘1?9 167 196224 252 280
m/z--> 50 1250 300 350 400 450 500
Abundance
57 g3
20,80 21.00 21.20 2140
5000 m/z 83.10 63.22%
111
29
o 139 169196204 250 204 322
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127770: 9-Eicosene, (E)- B ERaa BE
57 83 20.80 21.00 21.20 21.40
m/z 41.05 59.25%
5000
29 111
ol w l‘ 1139 168 196223 252 280
m/z--> 50 100 150 200 250 300 350 400 450 500 20,80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009679.D

Acq On 19 Apr 2017 21:14

Operator : SJ/MA

Sample - 12691-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM041717 .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]
(DEL) Alkane: Str... 4.66 4.0 ng/ul 236592 1 7.83 1191490 20.0
n-Hexadecanoic acid 18.10 4.1 ng/ul 466770 4 17.23 2297060 20.0
9-Octadecenamide, ... 20.53 20.0 ng/ul 2810310 5 21.41 2808960 20.0
Hexadecanamide 20.57 7.1 ng/ul 1002530 5 21.41 2808960 20.0
(DEL) Alkane: Cyc... 21.09 4.2 ng/ul 593074 5 21.41 2808960 20.0
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