LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 F\METHODS\8270-BF050217 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.095 533 537 558 rBV 86500 221904 10.38% 1.052%
2 5.701 636 640 680 rBV 694388 1980375 92.66% 9.386%
3 7.283 905 909 925 rBV 658800 1569680 73.45% 7.439%
4 7.401 925 929 940 rVB 1225320 2137163 100.00% 10.129%
5 7.736 982 986 998 rBV 438048 544527 25.48% 2.581%
6 7.972 1021 1026 1045 rBvV 1272519 1631083 76.32% 7.730%
7 8.642 1136 1140 1172 rBV 489362 1160170 54.29% 5.499%
8 9.766 1327 1331 1358 rBV 310659 722222 33.79% 3.423%
9 11.530 1626 1631 1656 rBV 1144965 2030167 94.99% 9.622%
10 12.242 1747 1752 1769 rBvV 84107 170312 7.97% 0.807%
11 12.595 1807 1812 1819 rBV2 419035 698310 32.67% 3.310%
12 13.424 1947 1953 1958 rBvV 20314 25041 1.17% 0.119%
13 13.518 1962 1969 1977 rVB2 13597 25101 1.17% 0.119%
14 13.895 2028 2033 2058 rBvV 454190 934913 43.75% 4_.431%
15 14.195 2081 2084 2088 rBvV 17392 22350 1.05% 0.106%
16 14.677 2160 2166 2172 rBV 22606 31363 1.47% 0.149%

17 15.001 2216 2221 2225 rBvV2 310257 467148 21.86% 2.214%
18 15.036 2225 2227 2240 rVV 142726 265507 12.42% 1.258%

19 15.142 2241 2245 2256 rVB2 21898 45058 2.11% 0.214%
20 15.483 2298 2303 2317 rVB5 36687 84200 3.94% 0.399%
21 15.842 2360 2364 2371 rVB3 17031 26553 1.24% 0.126%

22 15.954 2378 2383 2401 rVB3 70909 150613 7.05% 0.714%
23 16.783 2520 2524 2533 rBV 220281 299446 14.01% 1.419%
24 16.853 2533 2536 2542 rVB3 39933 48286 2.26% 0.229%
25 17.042 2563 2568 2571 rBV3 20275 29974 1.40% 0.142%

26 17.089 2571 2576 2583 rVV 222743 327269 15.31% 1.551%
27 17.312 2610 2614 2624 rVV 1029707 1239613 58.00% 5.875%

28 17.406 2627 2630 2636 rVB3 16884 27073 1.27% 0.128%
29 17.553 2652 2655 2663 rVB 27278 45792 2.14% 0.217%
30 17.642 2666 2670 2674 rBV 23668 31809 1.49% 0.151%
31 17.695 2674 2679 2684 rBV3 25138 43142 2.02% 0.204%
32 17.877 2707 2710 2717 rVB 60245 63716 2.98% 0.302%
33 17.936 2717 2720 2724 rBV5 16660 24973 1.17% 0.118%
34 18.012 2729 2733 2741 rVB2 25556 32164 1.50% 0.152%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 F\METHODS\8270-BF050217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.436 2800 2805 2807 rBV2 54558 67163 3.14% 0.318%

36 18.553 2816 2825 2835 rBV5 48685 134598 6.30% 0.638%
37 18.671 2840 2845 2849 rVV2 500164 741388 34.69% 3.514%
38 18.706 2849 2851 2863 rVB3 135312 236156 11.05% 1.119%

39 18.806 2863 2868 2870 rBV2 29722 40364 1.89% 0.191%
40 18.842 2870 2874 2878 rVB 85497 94228 4.41% 0.447%
41 18.895 2878 2883 2886 rBVY 129361 140763 6.59% 0.667%
42 18.924 2886 2888 2891 rVV 44874 46198 2.16% 0.219%
43 18.965 2891 2895 2900 rVB3 62067 75377 3.53% 0.357%
44 19.189 2927 2933 2936 rBV3 22784 31901 1.49% 0.151%
45 19.336 2955 2958 2962 rBV4 44526 58218 2.72% 0.276%
46 19.365 2962 2963 2970 rVB7 20113 23892 1.12% 0.113%

47 19.783 3028 3034 3041 rBV 99319 136511 6.39% 0.647%
48 19.947 3058 3062 3065 rBVY 126113 166732 7.80% 0.790%

49 19.977 3065 3067 3074 rVv2 51223 76029 3.56% 0.360%
50 20.065 3078 3082 3087 rBV 88195 99426 4._.65% 0.471%
51 20.241 3108 3112 3118 rBV 82065 95190 4.45% 0.451%

52 20.300 3118 3122 3126 rBV 112981 138390 6.48% 0.656%
53 20.353 3126 3131 3140 rBV 332530 508745 23.80% 2.411%
54 20.583 3167 3170 3177 rVB6 34995 50738 2.37% 0.240%
55 20.788 3200 3205 3209 rBV 130782 180563 8.45% 0.856%

56 21.112 3256 3260 3267 rBVS8 20289 40439 1.89% 0.192%
57 21.459 3315 3319 3325 rVB7 23391 40485 1.89% 0.192%
58 21.718 3353 3363 3369 rBv4 171729 352597 16.50% 1.671%
59 21.865 3383 3388 3393 rVB4 72936 129321 6.05% 0.613%
60 22.106 3421 3429 3440 rBv4 38973 114354 5.35% 0.542%

61 22.365 3467 3473 3474 rBV5 12661 24872 1.16% 0.118%
62 22.965 3568 3575 3584 rVB9 36653 98098 4 _.59% 0.465%
Sum of corrected areas: 21099753
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095517.D
1200000

1000000

800000
5.70 7 o8
600000
8.64
7.74

400000

200000
5.10

e T e i

T T T T T N T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF095517.D

1200000 11.53

1000000

800000

600000

1259 13.89

400000
9.77 15.00

200000 1804
12.24

15,95
13332 1419 1468 1514 1548 1538
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]
Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095517.D

1200000

17.31
1000000

800000

600000
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400000
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Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 8.15 ng 221904 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 538 (5.101 min): BF095517.D (-533) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1

| 83.0 480 500 520 5.40
SRRSO I 1SR4 | MM NS m/z 59.10 60.00%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

480 5.00 5.20 5.40
m/z 101.10 22.33%

\?]-‘.0 i Il 83.0 10:‘[.0
I o o o LI B o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R RERE R m ]
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.40%
20.0 101.0
150 73.0 83.0
I o o B B A o e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0 4.80 5.00 5.20 5.40

m/z 41.00 9.26%

5000
150 10 101.0
27.0 56.0 :
Ly 1l : 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.40 Concentration Rank 1

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

7.40 78.50 ng 2137160 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 929 (7.401 min): BF095517.D (-925) (-) m/z 132.00 100.00%
132.0
5000 68.0 ]k
00 se0 || 8509‘3'0 - 7.00 720 7.40 7.60 7.80
SRS O 1| GO S N+ SN | M. m/z 68.05 37.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 IR PRI
M0 530 . m/z 134.00  31.68%
‘ 79.0 '
"|""|""|""‘|""'|"""|""£l‘l"""‘l"'"|""'|""|'""l""l‘"" -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 o 700 750 740 750 750
5000 ' m/z 66.00 21.99%
31.0 51.0
wwmwwmfrwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14 .38%
5000
150 280 390 520 830 770 900 1040 .., |
m/z--> 10 20 §0 Jo 50 60 70 80 90 100 110 120 130 140 700 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-Octadecene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.48 3.60 ng 84200 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 87
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 83
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 70
4 Acetic acid. trifluoro-. undecvl... 268 C13H23F302 053800-01-4 68
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 62

Abundance Scan 2302 (15.477 min): BF095517.D (-2298) (-) m/z 55.00 100.00%

54.0

5000

15.20 15.40 15.60 15.80
m/z 69.00 91.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104187: 9-Octadecene, (E)-
55.0

83.0

5000
15.20 15.40 15.60 15.80

m/z 41.10 76 .93%

139.0 168.0 196.0 224.0 252.0

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

55.0

83.0 15.20 15.40 15.60 15.80
5000 ' m/z 83.00 73.92%

29.0

111.0
139.0 168.0 195.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #127770: 9-Eicosene, (E)-
50.0 83.0

15.20 15.40 15.60 15.80

m/z 57.00 73 .63%

5000

139.0 168.0 196.0 223.0 252.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl5.95 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.95 6.45 ng 150613 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 49
2 Decanoic acid. silver(l1+) salt 278 C10H19A002 013126-67-5 38
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 Trehalose 342 C12H22011 000099-20-7 35
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 35

Abundance Scan 2382 (15.948 min): BF095517.D (-2378) (-) m/z 73.00 100.00%
73.0
43.0
190.1
5000 129.1
271 15.60 15.80 16.00 16.20
e B B B m/z 60.00 84 .24%
m/z--> 50 100 150 200 250 300 350
Abundance #61121: Dodecanoic acid
73.0
43.0
M
5000 L A R SR UM
129.0 200.0 15.60 15.80 16.00 16.20
' m/z 57.10 81.91%
L)
..‘.‘.‘l“‘ “l.“h‘.‘H‘l‘.“‘.;‘l“,..‘..,‘.... ———
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
43.0 15.60 15.80 16.00 16.20
5000 155.0 m/z 43.05  78.25%
115.0
217.0 279.0 330.0  387.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #72646: Tridecanoic acid T W, il B e o B
43.0 730 15.60 15.80 16.00 16.20
' m/z 41.10 69.94%
5000
‘ ‘ 129.0 170 2140
|||t||l:'wulr::’::l'uuuuluuuu T
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.55 3.63 ng 134598 Chrysene-di12 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 76
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 64
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 49
4 1-Heptadecene 238 C17H34 006765-39-5 49
5 Carbonic acid, tridecyl 2,2,2-tr... 374 C16H29CI1303 1000314-55-9 49
Abundance Scan 2824 (18.547 min): BF095517.D (-2816) (-) m/z 57.05 100.00%
51.0
83.0
5000

313.2 18.20 18.40 18.60 18.80
m/z 43.05 69.02%

R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109268: Ethanol, 2-(tetradecyloxy)-

57.0

83.0

5000

I I I I
0 18.20 18.40 18.60 18.80
1L m/z 83.00 60.26%
.0 196.0
139.0 168.0 227.0 4550

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
18.20 18.40 18.60 18.80
5000 83.0 m/z 97.10 60.19%
29.0 111.0

139.0 1680 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119526: 1-Dodecanol, 2-hexyl-

18.20 18.40 18.60 18.80
m/z 55.05 59.21%

5000

29.0

139.0 167.0 196.0 224.0 252.0
R o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 (2,3-Diphenylcyclopropyl)me... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.84 2.54 ng 94228 Chrysene-di12 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3-Diphenvlcvclopropvlmethvl ... 332 C22H200S 131758-71-9 56
2 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 46
3 Cvclopentene-1-carboxvlic acid. ... 332 C23H2402 1000159-40-6 42
4 1H-Indole. 5-methvl-2-phenvl- 207 C15H13N 013228-36-9 41
5 Quinoline 129 C9H7N 000091-22-5 38

Abundance Scan 2874 (18.842 min): BF095517.D (-2870) (-) m/z 91.00 100.00%
91.0
1291 207.1
5000
178.1 18.60 18.80 19.00 19.20
51.0
S PN .,-:l...,.'..,1.?.?’.',0.'...‘.."!. 2452 m/z 129.10 74.77%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide, .
91.0 129.0
5000
18.60 18.80 19.00 19.20
207.0 m/z 207.10 72 .74%
39.0 650, | 15301780, 316.0
m>m%&mm@mmmmmmmmmﬁ'
Abundance
207.0
18.60 18.80 19.00 19.20
5000 m/z 206.10 33.85%
510 77.0 102.0128.0 165.0
Wﬂm@m@mwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171148: Cyclopentene-1-carboxylic acid, 4-[2-(diphenylmet... e .I.\ E maa s R
207.0 18.60 18.80 19.00 19.20
m/z 105.00 22 .32%
5000
91.0 129.0
5o 165.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl18.89 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.89 3.80 ng 140763 Chrysene-di12 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 45
2 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 41
3 (2.3-DiphenvilcvclopropvDmethvl ... 332 C22H200S 131758-71-9 37
4 1-benzvlindole 207 C15H13N 1000334-31-3 35
5 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 30
Abundance Scan 2882 (18.889 min): BF095517.D (-2878) (-) m/z 91.00 100.00%
91.0
5000
65.0 178.1 18.60 18.80 19.00 19.20
0 5 .,el..l.,.'I..,....,.'...',..-'..,-. S e || M7z 129.05  66.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67011: 1H-Indole, 2-methyl-3-phenyl-
207.0
5000
18.60 18.80 19.00 19.20
130.0 m/z 207.10 62.17%
30.0 77.0102.0 | 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
207.0
18.60 18.80 19.00 19.20
5000 m/z 206.10 24 .98%

15.0 51.0 77.0103.0130.0 165.0

mmmmmmﬂmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 A
Abundance #171078: (2,3- Dlphenylcyclopropyl)methyl phenyl sulfoxide,.. L e ELLELALE B e
91.0 129. 18.60 18.80 19.00 19.20

m/z 105.05 18.42%

5000
207.0

39.0 65.0 h ) 178. 0‘ “ 316.0

e N A Mt N . 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.78 5.37 ng 136511 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 87
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 86
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 78
Abundance Scan 3034 (19.783 min): BF095517.D (-3028) (-) m/z 69.05 100.00%
69.0
5000 k,kw\,~fmﬁ~n_,
070837 e 1940 10,60 1030 2000 0,20
- | g .-'Jf,l“. Loy (252000 241 . m/z 81.00 57.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
5000 AR SRR R B B
19:40 19.60 19.80 20.00 20.20
m/z 41.05 24 _43%
! fro % ﬂ | 1750 231.0 2730 3410
m/z--> 50 150 200 250 300 350 400
Abundance
69.0
19.40 1960 19.80 20.00 20.20
5000 m/z 95.10 15.89%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene M RERaEEREE s s
69.0 19.40 19.60 19.80 20.00 20.20
m/z 137.10 11.97%
5000
121.0
29.0, | | d\ 1| }630 205.0 243,0273.0 342.0
m/z--> 50 100 150 2(')0 250 300 350 400 19.40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown20.07 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.07 3.91 ng 99426 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 45
2 Hexadecane 226 C16H34 000544-76-3 45
3 Heneicosane 296 C21H44 000629-94-7 45
4 Benzolklfluoranthene 252 C20H12 000207-08-9 45
5 Triacontane 422 C30H62 000638-68-6 43

Abundance Scan 3083 (20.071 min): BF095517.D (-3078) (-) m/z 57.05 100.00%

57.0

252.1

5000

19.80 20.00 20.20 20.40
m/z 252.10 76 .03%

1411 175.0 226.0

281.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57.0
5000 850
19.80 20.00 20.20 20.40
9.0 m/z 71.05 70.92%
L “ | " 11?0\1410 169.0 197.0 225.0 254.0
T T e T e T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R B e R S
19.80 20.00 20.20 20.40
5000 85.0 m/z 43.10 56.77%
29.0 1130 1410 169.0 197 226.0
mwmwwmmrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R e RRRES BEm s L
57.0 19.80 20.00 20.20 20.40
m/z 85.10 46.23%
85.0
5000
29.0 113.0
20 | ) L3 1410 1690 1070 2250 30 2060
A B a e B o B AARARREEES I B B I et L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19. 80 20 00 20. 20 20. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12 Perylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.24 3.74 ng 95190 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 99
2 Benzolelpvrene 252 C20H12 000192-97-2 97
3 Benzolklfluoranthene 252 C20H12 000207-08-9 97
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 94
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 94
Abundance Scan 3112 (20.241 min): BF095517.D (-3108) (-) m/z 252.10 100.00%
259.1
5000
125.1
20.00 20.20 20.40 20.60
224.1
39.0 67.0 99.0 162.1  198.2 278.0 77 25010 30 570
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene
252.0
5000
20.00 20.20 20.40 20.60
125.0 m/z 253.10 22 .26%
17.0 39.0 740 99.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
20.00 20.20 20.40 20.60
5000 m/z 125.05 21.82%

125.0
50.0 74.0 99.0 146.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #104224: Benzo[K]fluoranthene B R BRI e

252.0 20.00 20.20 20.40 20.60
m/z 126.00 16.40%
5000
126.0
74.0 99.0 ; 200.0 224.0
L R B e AR AR B o e e AR Eaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.79 7.10 ng 180563 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 3205 (20.788 min): BF095517.D (-3200) (-) m/z 57.05 100.00%
57.0
o \/uL\
”1M“ 20040 70,60 20,80 2100 2220
1831 266.1 : : : : :
o....,‘...‘|ll A Y m/z 71.10 68.99%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 AU R N
20 40 20. 60 20 80 21. oo 21. 20
99.0 m/z 43.10 54 _.93%
270, | | ) | 1410 1830 2250 26602060
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance
57.0
20,40 20.60 20.80 21.00 21.20
5000 m/z 85.05 54 _37%
99.0
Mmlmonmzaom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #209566: Octacosane R e e
57.0 20.40 20.60 20.80 21.00 21.20
m/z 55.05 21.40%
o WNNNwﬂNJVNWWJ\Nﬁvuxwmvbwwm
99.0
27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> % 1& 1m 2m 250 3& 3% ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 unknown21.86 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.86 5.08 ng 129321 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1-Benzopvran-2-one. 6-(2.3-di... 278 C15H1805 036149-96-9 46
2 1H-Cvclopropalalnanhthalene. la.... 204 C15H24 000489-29-2 35
3 .delta.-Selinene 204 C15H24 028624-23-9 35
4 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 27
5 2-Acetyl-3,5-dimethylbenzo(b)thi... 204 C12H120S 006179-05-1 25

Abundance Scan 3387 (21.859 min): BF095517.D (-3383) (-) m/z 189.10 100.00%

180.1

5000 278.1

231.1
21.60 21.80 22.00 22.20
m/z 177.15 73 .52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125722: 2H-1-Benzopyran-2-one, 6-(2,3-dihydroxy-3-methylb...

189.0
5000
59.0 220.0 278.0 21.60 21.80 22.00 22.20
m/z 204.15 70.30%
H ! Halo\lo?o 13:‘L0 15?\\0 1] ‘ Iy ‘\ 245.0 I
R T S e it A n
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
1610 189.0 A A
B RE AR SIS
410 105.0 21.60 21.80 22.00 22.20
5000 ’ 133.0 m/z 278.05 48 _71%
81.0

Wﬁmﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64314: .delta.-Selinene
161.0 189.0 21.60 21.80 22.00 22.20
m/z 95.00 44 . 71%

91.0
5000 41.0 133.0

67.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21. 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095517.D

Aca On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 15 unknown22.96 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.96 3.86 ng 98098 Perylene-di12 20.35

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2-12-(5-methvlfuran-2... 289 C15H15N03S 1000259-79-3 27

2 2.6-Pvridinedicarboxvlic acid. 3... 409 C20H21CI2NO4 1000369-10-5 22

3 1-Methvl-3.5-diisopropoxvbenzene 208 C13H2002 1000281-22-2 22

4 2.6-Pyridinedicarboxyvlic acid. 3... 423 C21H23CI2N0O4 1000369-10-6 16
5 Trisiloxane, 1,3,5-triethenyl-1,... 272 C11H2402Si3 001529-65-3 14

Abundance Scan 3574 (22.959 min): BF095517.D (-3568) (-) m/z 124.05 100.00%
43.0 124.1

5000

22.60 22.80 23.00 23.20
m/z 43.05 96 .94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #135118: Acetamide, 2-[2-(5-methylfuran-2-yl)-2-oxo-ethylt...
124.0
5000 950 L L TT T T[T T T T[T TTT T
53.0 22 60 22. 80 23. OO 23.20
163.0 289.0 m/z 57.10 63.90%
196.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
124.0
R e e N REERE
22.60 22.80 23.00 23.20
5000 m/z 229.20 51.81%
159.0
235.0
. 79.0 207.0
43.0 280.0 326.0
mmwmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67695: 1-Methyl-3,5-diisopropoxybenzene
124.0 22.60 22.80 23.00 23.20
m/z 69.05 49 .14%
5000
208.0
4h0 7.0 I 166.0
[ e P e e e R e e N REERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052717\
Data File : BF095517.D

Acq On : 28 May 2017 2:06

Operator : SJ/MA

Sample : 13244-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT 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]
2-Pentanone, 4-hy... 5.10 8.2 ng 221904 1 7.74 544527 20.0
unknown7 .40 7.40 78.5 ng 2137160 1 7.74 544527 20.0
9-Octadecene, (E)- 15.48 3.6 ng 84200 4 15.00 467148 20.0
unknownl15.95 15.95 6.5 ng 150613 4 15.00 467148 20.0
Ethanol, 2-(tetra... 18.55 3.6 ng 134598 5 18.67 741388 20.0
(2,3-Diphenylcycl... 18.84 2.5 ng 94228 5 18.67 741388 20.0
unknown18.89 18.89 3.8 ng 140763 5 18.67 741388 20.0
Squalene 19.78 5.4 ng 136511 6 20.35 508745 20.0
unknown20.07 20.07 3.9 ng 99426 6 20.35 508745 20.0
Perylene 20.24 3.7 ng 95190 6 20.35 508745 20.0
Heneicosane 20.79 7.1 ng 180563 6 20.35 508745 20.0
unknown21 .86 21.86 5.1 ng 129321 6 20.35 508745 20.0
unknown22 .96 22.96 3.9 ng 98098 6 20.35 508745 20.0
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