LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM022316\

Data File : BM0O04370.D

Acq On : 24 Feb 2016 03:23 Instrument :
Operator : SJ/UM ?:'I\:gﬁ’;ﬁSam ol
3?22'6 i H1542-12 0m1$3&m%3
ALS Vial : 30 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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-BM022216 .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 2.740 5 9 19 rBvV 110847 185780 31.23% 2.469%
2 2.822 19 23 34 rvVB 95791 120924 20.33% 1.607%
3 3.081 64 67 74 rVB 4344 4797 0.81% 0.064%
4 3.604 153 156 162 rVB2 841 950 0.16% 0.013%
5 4.728 344 347 350 rBY 1257 1578 0.27% 0.021%
6 6.810 696 701 714 rBvV 83146 131664 22.14% 1.750%
7 6.957 721 726 736 rBB 73384 110527 18.58% 1.469%
8 7.157 755 760 770 rBB 98932 148497 24.97% 1.973%
9 7.622 833 839 846 rBB 93683 145169 24.41% 1.929%
10 8.345 956 962 976 rBB 111550 180021 30.27% 2.392%

11 8.781 1030 1036 1047 rBB 85981 137170 23.06% 1.823%
12 9.498 1153 1158 1167 rBB 71176 114214 19.20% 1.518%
13 10.045 1245 1251 1267 rBB 113985 192313 32.33% 2.556%
14 10.404 1306 1312 1322 rBB 146701 244053 41.03% 3.243%
15 10.557 1332 1338 1359 rBB 95176 167675 28.19% 2.228%

16 11.945 1571 1574 1579 rBB 2894 3492 0.59% 0.046%
17 12.010 1583 1585 1588 rBB 1129 1340 0.23% 0.018%
18 13.174 1779 1783 1786 rBB 3348 4750 0.80% 0.063%
19 13.698 1866 1872 1876 rBV 235992 337377 56.72% 4.483%
20 13.739 1876 1879 1886 rVB 64243 89230 15.00% 1.186%
21 13.974 1913 1919 1933 rBB 286881 414343 69.66% 5.506%
22 14.180 1951 1954 1957 rBB 5100 5563 0.94% 0.074%
23 14.286 1966 1972 1979 rBB2 231834 351765 59.14% 4.674%
24 14.533 2007 2014 2028 rBV 38889 78391 13.18% 1.042%
25 15.086 2105 2108 2111 rBB 1841 2185 0.37% 0.029%
26 15.133 2111 2116 2120 rBB2 7819 9437 1.59% 0.125%
27 15.280 2135 2141 2148 rBV 382995 530746 89.23% 7.053%
28 15.427 2162 2166 2174 rBB 68473 89957 15.12% 1.195%
29 15.521 2179 2182 2188 rBB2 2758 4776 0.80% 0.063%
30 15.998 2260 2263 2271 rBB 8188 12423 2.09% 0.165%
31 16.792 2395 2398 2401 rBB 5062 5947 1.00% 0.079%
32 16.845 2402 2407 2409 rBB 1338 2091 0.35% 0.028%

33 17.039 2434 2440 2449 rBB2 294032 414217 69.64% 5.504%
34 17.139 2450 2457 2472 rVV 380326 560529 94.24% 7.448%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM022316\

Data File : BM0O04370.D

Acq On : 24 Feb 2016 03:23 Instrument :
Operator : SJ/UM ?:'I\:gﬁ’;ﬁSam ol
3?22'6 i H1542-12 0m1$3&m%3
ALS Vial : 30 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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-BM022216 .M

Title = SVOA CALIBRATION

35 17.415 2500 2504 2513 rBB 47963 65542 11.02% 0.871%
36 17.527 2520 2523 2526 rBB 4283 4826 0.81% 0.064%
37 17.939 2590 2593 2595 rBB 3261 3111 0.52% 0.041%
38 18.003 2601 2604 2607 rBB 1158 1432 0.24% 0.019%
39 18.227 2639 2642 2646 rBV2 4557 5113 0.86% 0.068%
40 18.356 2661 2664 2667 rBB2 11062 11796 1.98% 0.157%
41 18.798 2734 2739 2747 rBV 98937 134105 22.55% 1.782%
42 18.862 2747 2750 2753 rVV 5677 7428 1.25% 0.099%
43 18.956 2762 2766 2771 rBB 8517 9203 1.55% 0.122%
44 19.033 2776 2779 2783 rBB 1859 2182 0.37% 0.029%
45 19.080 2784 2787 2790 rBVY 2556 3360 0.56% 0.045%
46 19.109 2790 2792 2796 rVB2 2111 1948 0.33% 0.026%
47 19.209 2805 2809 2813 rBVY 11802 12502 2.10% 0.166%
48 19.297 2820 2824 2827 rBVY 3202 3689 0.62% 0.049%
49 19.333 2827 2830 2834 rVB 1882 2182 0.37% 0.029%
50 19.368 2834 2836 2838 rBV 1157 807 0.14% 0.011%
51 19.445 2843 2849 2858 rBV 448787 594798 100.00% 7.904%
52 19.962 2933 2937 2938 rBV2 2496 3165 0.53% 0.042%
53 19.986 2938 2941 2945 rVB 6907 7804 1.31% 0.104%
54 20.121 2962 2964 2968 rVB2 938 791 0.13% 0.011%
55 20.203 2974 2978 2985 rVB 23684 43319 7.28% 0.576%
56 20.315 2992 2997 3002 rBV2 6500 8761 1.47% 0.116%
57 20.421 3013 3015 3016 rVvVv 1365 1070 0.18% 0.014%
58 20.439 3016 3018 3022 rVV 1424 1526 0.26% 0.020%
59 20.480 3022 3025 3028 rVvVv 3776 4291 0.72% 0.057%
60 20.597 3042 3045 3047 rBV2 1068 917 0.15% 0.012%
61 20.656 3054 3055 3060 rBvV 382 621 0.10% 0.008%
62 20.768 3071 3074 3076 rBV 542 738 0.12% 0.010%
63 20.944 3099 3104 3120 rVvVv 74559 106310 17.87% 1.413%
64 21.150 3135 3139 3144 rBV 6237 777 1.31% 0.103%
65 21.244 3150 3155 3163 rBV 280410 356198 59.89% 4_.733%
66 21.397 3177 3181 3183 rBV3 2638 3465 0.58% 0.046%
67 21.503 3198 3199 3200 rBV 1211 668 0.11% 0.009%
68 21.815 3248 3252 3254 rBV2 4887 6818 1.15% 0.091%
69 22.268 3325 3329 3333 rBV3 4682 6552 1.10% 0.087%
70 22.397 3343 3351 3355 rBV3 16086 42797 7.20% 0.569%

71 22.491 3358 3367 3382 rBV 82787 315894 53.11% 4.198%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022316\
Data File : BM004370.D

Acq On : 24 Feb 2016 03:23

Operator : SJ/UM

Sample - H1542-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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-BM022216 .M

Title = SVOA CALIBRATION

72 22.733 3406 3408 3409 rBV2 2753 2441 0.41% 0.032%
73 22.762 3410 3413 3417 rVV 9185 12698 2.13% 0.169%
74 22.809 3417 3421 3432 rVV 25504 46329 7.79% 0.616%

75 23.327 3501 3509 3520 rBV 251121 461667 77.62% 6.135%

76 23.462 3525 3532 3550 rVvB2 176303 340911 57.32% 4 _530%

77 23.944 3608 3614 3622 rBV3 14168 28835 4 .85% 0.383%

78 24.044 3625 3631 3633 rBV3 6377 12061 2.03% 0.160%

79 24.674 3733 3738 3744 rVB3 7091 15347 2.58% 0.204%

80 25.521 3878 3882 3889 rVvB4 7670 17709 2.98% 0.235%
Sum of corrected areas: 7525395
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA_M\DATA\BM022316\
: BM004370.D

: 24 Feb 2016 03:23

: SJ/UM

: H1542-12

: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022216_M

Quant Title :

TIC Library :

SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BM004370.D
400000
300000
200000
10.40
J4 8.35
.82 716 762 0.56
100000 6.8lg6 8.78 9.50
0 3.08  3.60 4.73 h!l J\ A
S = -t — - ——f Y
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM004370.D
19144
400000 15.28 17.14
300000 13.97 17.94
13.70 | 14.29
200000
100000 18.80
18.74 15.43
14.53 i 20.20
oL 112061 13.17 1418 | #5gf 52 1600 15@794 i7.53 1700618336 '
e e P e S e e S ] e e e e e S i e e
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: BM004370.D
400000
300000 21.24
23.33
200000 03.46
22.49
100000 20.94
22.81
, 2
o0 21.18paGR1.81 27 D b4 24.67 2552
e e o  ao
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 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\BM022316\
Data File : BM004370.D

Acq On : 24 Feb 2016 03:23

Operator : SJ/UM

Sample - H1542-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022216_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.82 16.66 ng/ul 120924 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9

Abundance Scan 23 (2.822 min): BM004370.D (-19) (-) m/z 73.10 100.00%
3
5000
43 55 87
| 2.80 2.90 3.00 3.10 3.20
N N R A m/z 43.10 27.99%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 27.24%
29
'"|“"|"“|'?§'|“"|"“|"§?|'“'|""w"'|'“'|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.05 21.21%
43
87
27
S UL I '|??"| "'4?" "?%'§?|' T "|""ﬁo}"'|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #720: N-Ethylformamide
30 2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 10.73%
5000
44 58
18 “
"w'”'“"l'"?ﬁw”lw'"w"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022316\
Data File : BM004370.D

Acq On : 24 Feb 2016 03:23

Operator : SJ/UM

Sample - H1542-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022216_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Cyclicl7.42 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.42 3.16 ng/ul 65542 Phenanthrene-d10 17.04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Octadecene, (E)- 252 C18H36 007206-21-5 90
2 9-Octadecene, (E)- 252 C18H36 007206-25-9 90
3 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 90
4 1-Hexadecene 224 C16H32 000629-73-2 72

5 Cyclotetradecane 196 C14H28 000295-17-0 58
Abundance Scan 2505 (17.421 min): BM004370.D (-2500) (-) m/z 83.10 100.00%

55 69
97
4
5000
111
125 17.20 17.40 17.60 17.80

SNNENES I - m/z 55.10 88.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)-

55

43
69 gq .
5000 97 TIT T rrrrprrrrprrrrroi
17.20 17.40 17.60 17.80
111 m/z 69.10 87 .34Y%

\‘ ! ﬂ Il M 125139154168181195 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

43 55
69 83

A
LN L L BN B

17.20 17.40 17.60 17.80

5000 o1 m/z 97.10 74 .59%
29

111
125
139154168182196 224 252

m/z--> 2|0 4|0 6|0 8|O 1(|)O 12|O 14|10 160 180 200 220 24|10 I
Abundance #149597: Pentafluoropropionic acid, pentadecyl ester A ma e ]
48 57 17.20 17.40 17.60 17.80

m/z 57.10 71.33%

5000
29

\‘ “ | \ \‘ 1?5 140153 168182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.20 17.40 17.60 17.80

97
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022316\
Data File : BM004370.D

Acq On : 24 Feb 2016 03:23

Operator : SJ/UM

Sample - H1542-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022216_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Octadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.80 6.48 ng/ul 134105 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 94
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91
Abundance Scan 2739 (18.798 min): BM004370.D (-2734) (-) m/z 83.10 100.00%
4
5000
16140 15160 16150 19.00 19,20
P m/z 69.10 89.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol
43 57 3
97
5000 AR SRR BRI I
29 1840 18.60 18.80 19.00 19.20
125 m/z 55.10 86.51%
m || I 139153 168182106910224 252
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83
97 18.40 18.60 18.80 19.00 19.20
5000 m/z 97.10 83.25%
29 111
125
139153167 182196210224 252 280
ﬁﬁwwwﬁwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- L W e
1840 18.60 18.80 19.00 19.20
m/z 57.10 73.48%
5000
125
139153168182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1840 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022316\
Data File : BM004370.D

Acq On : 24 Feb 2016 03:23

Operator : SJ/UM

Sample - H1542-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022216_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 S-Indacene-1,7-dione, 2,3,5... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.20 2.43 ng/ul 43319 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 S-Indacene-1,7-dione, 2,3,5,6-te... 270 C18H2202 055591-16-7 70
2 1,4-Bis[(trimethylsilyl)ethynyl]... 270 C16H22Si2 073392-23-1 52
3 2-(4-t-Butylphenoxy)benzoic acid 270 C17H1803 069737-65-1 52
4 9(10H)-Acridinone, 1l-hydroxy-3-m... 255 C15H13NO3 013161-83-6 43
5 5-Amino-2-(2-hydroxyphenyl)-4-ni... 255 C12H9N502 166766-12-7 43
Abundance Scan 2977 (20.197 min): BM004370.D (-2974) (-) m/z 255.30 100.00%
255
5000 171
270 LA RN BN BN

19.80 20.00 20.20 20.40 20.60

43 141156 | 185199
SNSRI S0 Wt &S ,..|.., m/z 171.20  45.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100790: S-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,4,5,...
255
270
5000 | SIS NI LI L L LI LA L
19.80 20.00 20.20 20.40 20.60
m/z 270.30 24 _46%
13 27 41 55 77 91105, 1?8 (183171185 211 227241
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
255
R B A s
19.80 20.00 20.20 20.40 20.60
5000 m/z 256.30 21.49%
43 120 270
73
15 58 91 106 143 167 1831971122539
mﬁﬁmﬁwmmmﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100611: 2-(4-t-Butylphenoxy)benzoic acid T RRa o o
255 19.80 20.00 20.20 20.40 20.60
m/z 156.10 9.93%
5000
135 270
77 105 121 ‘ 237 ‘
w\w\\whmmm\ e S |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19. 80 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022316\
Data File : BM004370.D

Acq On : 24 Feb 2016 03:23

Operator : SJ/UM

Sample - H1542-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022216_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.40 2.51 ng/ul 42797 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-(2-0Octanoylcyclopropyl)octanoi... 324 C20H3603 1000191-57-9 25
2 Octanoic acid, 1-methyltridecyl ... 340 C22H4402 055193-79-8 16
3 N-lIsopropyl-1-phenyl-5-chloropen... 239 C14H22CIN 125943-41-1 16
4 Hexahydropyrazin-1l-propylamine, ... 315 C15H23CI2N3 1000124-53-2 12
5 Octanoic acid, 2-pentadecyl ester 354 C23H4602 1000280-63-0 12
Abundance Scan 3351 (22.397 min): BM004370.D (-3343) (-) m/z 127.20 100.00%
137
57
211
5000
285 411
|| |147 191 ﬂ 2200 22.20 22.40 22.60 22.80
RN e m/z 57.05 T4_47%
m/z--> 100 150 200 250 300 350 400
Abundance 129928 8-(2-Octanoylcyclopropyl)octanoic acid, methyl ester
5000 127 LANLINL L B L L L L L LB
2200 22.20 22.40 22.60 22.80
150 m/z 69.05 67.22%
h | ‘H I, 18“1\ \2%2 ! 264 293 324
miz--> oo Ao o ao 4o
Abundance
57 127
”"Pn'W"”I'”'I”
22.00 22.20 22.40 22.60 22.80
5000 m/z 211.20 56.08%
29
84 196
147 171
m/z--> 50 100 150 200 250 300 350 400
Abundance #81662: N-Isopropyl-1-phenyl-5-chloropentylamine e
57 22.00 22.20 22.40 22.60 22.80
m/z 81.10 52.56%
127
5000
il M
|| .
m/z--> 50 150 200 250 300 350 400 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022316\
Data File : BM004370.D

Acq On : 24 Feb 2016 03:23

Operator : SJ/UM

Sample - H1542-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022216_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown-02 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.49 18.53 ng/ul 315894 Perylene-di12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Butanamide, N-(4-chlorophenyl)-3_... 211 C10H10CINO2 000101-92-8 43
2 Octanoic acid, 4-tetradecyl ester 340 C22H4402 1000280-62-9 25
3 Octanoic acid, 1-methyltridecyl ... 340 C22H4402 055193-79-8 25
4 Octanoic acid, 3-tetradecyl ester 340 C22H4402 1000280-62-8 25
5 1H-Imidazole, 1-methyl-4-nitro- 127 C4H5N302 003034-41-1 25

Abundance Scan 3367 (22.491 min): BM004370.D (-3358) (-) m/z 127.10 100.00%
127
57
211
5000
22. 20 22. 40 22. 60 22. 80
m/z 57.10 71.23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #63396: Butanamide, N-(4-chlorophenyl)-3-oxo-
127
5000 LIS L L L L L
43 22. 20 22. 40 22. 60 22. 80
m/z 211.30 58.79%
I, 8\4\ s A
\u\ H\ | “ |
: L B B e L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57 127
R EE e RS EARas e
22.20 22.40 22.60 22.80
5000 m/z 43.10 29.81%
29
83 196
168
L B L B N B o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #137348: Octanoic acid, 1-methyliridecy! ester
127 22.20 22.40 22.60 22.80
57 m/z 201.20 26.70%
5000
83
196
3| ), ) [ 16877 227
e i i s o B B e R E e RS RRmas nme
m/z--> 50 100 150 200 250 300 350 400 450 500 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022316\
Data File : BM004370.D

Acq On : 24 Feb 2016 03:23

Operator : SJ/UM

Sample - H1542-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022216_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Tetracosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.81 2.72 ng/ul 46329 Perylene-di12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 90
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 90
Abundance Scan 3421 (22.809 min): BM004370.D (-3417) (-) m/z 83.10 100.00%

a3
5000
4
139 o7 282 22.40 22.60 22.80 23.00 23.20

e ey m/z 97.05 85.39%

m/z--> 0 100 200 300 400 500 600 700 800

Abundance #142901: 1-Tetracosanol /‘/k
) f“/\h\\

5000 ..................
7 22. 40 22. 60 22. 80 23. 00 23. 20
|

m/z 57.10 73 .49%
‘ Jl140 196 252 336
T T T

T
m/z--> 0 100 200 300 400 500 600 700 800
Abundance

43

22.40 22.60 22.80 23.00 23.20
5000 m/z 69.10 72 .80%

97

139182224 278 364

m/z--> 0 100 200 300 400 500 600 700 800

Abundance #174723: Bacteriochlorophyll-c-stearyl
8 22.40 22.60 22.80 23.00 23.20
m/z 55.05 59.60%
5000
4
6 .. 224

Ll %11%§? | 268 327 436482 554 822

m/z--> 0 100 200 300 400 500 600 700 800 22. 40 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022316\
Data File : BM004370.D

Acq On : 24 Feb 2016 03:23

Operator : SJ/UM

Sample - H1542-12

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022216_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.82 16.7 ng/ul 120924 1 7.62 145169 20.0
(DEL) Alkane: Cyc... 17.42 3.2 ng/ul 65542 4 17.04 414217 20.0
1-Octadecanol 18.80 6.5 ng/ul 134105 4 17.04 414217 20.0
S-Indacene-1,7-di... 20.20 2.4 ng/ul 43319 5 21.24 356198 20.0
unknown-01 22.40 2.5 ng/ul 42797 6 23.46 340911 20.0
unknown-02 22.49 18.5 ng/ul 315894 6 23.46 340911 20.0
1-Tetracosanol 22.81 2.7 ng/ul 46329 6 23.46 340911 20.0
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