LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 5.049 523 529 546 rBY 388188 820083 22.86% 2.579%
2 5.678 631 636 657 rBV 1945419 2795321 77.92% 8.792%
3 6.248 729 733 740 rVB 31790 46528 1.30% 0.146%
4 7.272 901 907 921 rBV 1980168 3040127 84.74% 9.562%
5 7.390 921 927 942 rVB 2492823 3230418 90.05% 10.161%
6 7.725 980 984 996 rVB 508202 567737 15.83% 1.786%
7 7.966 1019 1025 1035 rBV 2094806 2454476 68.42% 7.720%
8 8.625 1131 1137 1156 rBV 1431812 1944159 54.19% 6.115%
9 9.507 1279 1287 1300 rBV3 30102 77382 2.16% 0.243%
10 9.742 1322 1327 1337 rBV 670914 782974 21.83% 2.463%

11 11.519 1623 1629 1633 rBV 2811907 3587490 100.00% 11.284%
12 12.207 1742 1746 1754 rVB 172816 196925 5.49% 0.619%
13 12.572 1803 1808 1812 rBV2 665020 817394 22.78% 2.571%
14 13.419 1948 1952 1958 rVB 49017 57313 1.60% 0.180%
15 13.866 2022 2028 2043 rVV 1417509 1994103 55.58% 6.272%

16 14.189 2079 2083 2086 rBV 59288 69260 1.93% 0.218%
17 14.924 2202 2208 2211 rBV 30968 36143 1.01% 0.114%
18 14.971 2211 2216 2220 rVV 656439 789145 22.00% 2.482%
19 15.007 2220 2222 2228 rVB 46533 52397 1.46% 0.165%

20 15.942 2377 2381 2392 rBV2 187424 221422 6.17% 0.696%

21 16.748 2515 2518 2523 rVB 111224 121990 3.40% 0.384%
22 17.030 2561 2566 2567 rBV3 48058 62733 1.75% 0.197%
23 17.054 2567 2570 2575 rVB 116982 137477 3.83% 0.432%
24 17.301 2606 2612 2616 rBV2 2226262 2625635 73.19% 8.259%
25 18.083 2741 2745 2751 rBV 57788 63927 1.78% 0.201%

26 18.554 2820 2825 2833 rBV 95282 184777 5.15% 0.581%
27 18.636 2833 2839 2843 rVV 576889 712725 19.87% 2.242%

28 18.665 2843 2844 2848 rVV2 62382 69998 1.95% 0.220%
29 18.701 2848 2850 2856 rVB 40567 44977 1.25% 0.141%
30 19.336 2954 2958 2960 rBV2 56787 70726 1.97% 0.222%
31 19.518 2985 2989 2994 rBV2 76089 114501 3.19% 0.360%
32 19.665 3010 3014 3017 rBV2 28627 41760 1.16% 0.131%
33 19.777 3029 3033 3038 rVB 600453 631301 17.60% 1.986%
34 19.859 3043 3047 3050 rBV2 72746 77540 2.16% 0.244%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 19.895 3050 3053 3057 rBV 54176 78120 2.18% 0.246%

36 20.059 3077 3081 3085 rBV 199163 233785 6.52% 0.735%
37 20.100 3085 3088 3099 rVB6 73388 183056 5.10% 0.576%
38 20.200 3100 3105 3110 rBV2 127662 173505 4._.84% 0.546%
39 20.248 3110 3113 3116 rBV 49515 55901 1.56% 0.176%
40 20.300 3117 3122 3126 rBVY 480019 567608 15.82% 1.785%

41 20.477 3149 3152 3156 rVB5 29980 40577 1.13% 0.128%
42 20.577 3166 3169 3176 rVB4 47199 57980 1.62% 0.182%
43 20.783 3200 3204 3209 rBV 130853 187321 5.22% 0.589%
44 20.865 3210 3218 3228 rVB5 92594 298500 8.32% 0.939%

45 21.218 3273 3278 3280 rBV6 22049 37107 1.03% 0.117%
46 21.312 3290 3294 3303 rVBS8 38829 102622 2.86% 0.323%
47 21.453 3314 3318 3325 rVB7 36060 64346 1.79% 0.202%
48 21.606 3338 3344 3350 rBV2 34583 88529 2.47% 0.278%
49 21.706 3357 3361 3366 rVB2 52939 95070 2.65% 0.299%

50 22.100 3421 3428 3436 rBV2 90117 265076 7.39% 0.834%

51 22.465 3484 3490 3495 rBV3 172357 380388 10.60% 1.196%
52 22.924 3562 3568 3579 rVB6 74783 193279 5.39% 0.608%
53 23.759 3703 3710 3719 rVB10 55284 148844 4_15% 0.468%

Sum of corrected areas: 31792478
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

Abundance TIC: BF094849.D

2500000 7.39

7.97

2000000 5.68 7.2]

1500000 8.62

1000000

500000 5.05 .72

6.25

T T T T T 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: BF094849.D
11152

2500000
2000000
1500000 13.87

1000000
9.74 12.57 14.97

500000

12.21 15.94

16.
9.51 1342 || 1419 14821

0 — 77—ttt

1
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: BF094849.D

2500000

17.30

2000000

1500000

1000000

500000

d BT%7 2210 22.47
1845 d ! 206171 . 22.92 .
. 785 || 18.08 1o SO0 22221888 % 2. 23,76
T e T

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\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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.

5.05 28.89 ng 820083 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1,2-Butanediol 90 C4H1002 000584-03-2 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 529 (5.049 min): BF094849.D (-523) (-) m/z 43.05 100.00%
43
59
5000
101 R RS L I
51| 83 | 4.80 5.00 5.20 5.40
SN 1 S~ m/z 59.10 62.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN IS LR LS AR
59 480 5.00 520 5.40
m/z 101.10 21.97%
31 101
"w'”ﬂ'“T““|“‘w'“w'“'fi'ga'$'“w'“l“”l“'WH'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.10 15.33%
31
41
50 71 89 117
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e  E REE
59 480 5.00 5.20 5.40
m/z 41.10 9.28%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W R USRS L IR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 unknown7.39 Concentration Rank 1

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

7.39 113.80 ng 3230420 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 927 (7.390 min): BF094849.D (-921) (-) m/z 132.00 100.00%
132
5000 68
96 UL R I LA
40 54 -8 06 7.00 7.20 7.40 7.60 7.80
I B e B B m/z 68.05 38.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R R I L
a1 o7 7.00 7.20 7.40 7.60 7.80
53 117 m/z 134.00 32.49%
79
R e |||]|-0|7| |“|||H||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.10 23.41%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 "
Abundance #52379: Tranylcypromine-propionyl R B R
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.10 15.22%
5000 g °
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80

8270-BF050217.M Thu May 04 15:37:15 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.94 5.61 ng 221422 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2381 (15.942 min): BF094849.D (-2377) (-) m/z 73.00 100.00%
73
43 o
5000 129
97 213
|| ﬂ o1 140 1rlygs 00517507 256 15.60 15.80 16.00 16.20
R - m/z 43.10 80.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 DRSPS AR AR

15 60 15. 80 16. OO 16.20

21 m/z 60.00 75.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
15.60 15.80 16.00 16.20
5000 m/z 57.10 64 .40%
29
129
87 115 171 214
101 143157 | 185199
T T T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
3 60 73 15.60 15.80 16.00 16.20
m/z 55.05 60.15%
5000 129
29
199
‘ | ‘ 143 157171 185 242
.?ﬁﬂ.wkuw. S e S P

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 60 15. 80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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 5 2-Hepten-4-one, 6-hydroxy-2... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.55 5.19 ng 184777 Chrysene-d12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hepten-4-one, 6-hydroxy-2-meth... 236 C15H2402 038043-98-0 90
2 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 87
3 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 87
4 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 83
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 83
Abundance Scan 2824 (18.548 min): BF094849.D (-2820) (-) m/z 57.05 100.00%
57
5000
y 139 189 230 1820 18.40 18.60 18.80
R ARE A m/z 43.10 68.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #90789: 2-Hepten-4-one, 6-hydroxy-2-methyl-6-(4-methyl-3-c..
8
43 138
5000 AR AN AL AR

18.20 18.40 18.60 18.80
m/z 83.10 59.79%

218
T 8
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
L B
97 18.20 18.40 18.60 18.80
5000 m/z 55.00 55.10%
139
27 181 222 264 320 362 404 448 493 594
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241205: Octacosy! heptafluorobutyrate L B o
57 18.20 18.40 18.60 18.80
m/z 69.10 53.03%
97
5000
39169
27 169 208237 278 320 363392 437 588
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 18 20 18. 40 18 60 18. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 unknownl9.52 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.52 4.03 ng 114501 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisooctyl phthalate 390 C24H3804 000131-20-4 43
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 38
3 Phthalic acid, di(2-propylpentyl... 390 C24H3804 1000377-93-5 27
4 Cyclohexaneamine, N-but-2-enylid... 167 C10H17NO 068048-01-1 22
5 Phthalic acid, di(oct-3-yl) ester 390 C24H3804 1000377-72-3 22
Abundance Scan 2989 (19.518 min): BF094849.D (-2985) (-) m/z 70.05 100.00%
70 149
5000 112 167 261
41 J nrd, N AT A b
279 19.20 19.40 19.60 19.80
31 189207 241
J,II:L -'.l?§,|'. R Ll T AR . Tm/z 149.00 89.87%
m/z--> 50 100 150 200 250 300 350
Abundance #207658: Diisoocty! phthalate
149
5000 UL BN UM
57 167 19.20 19.40 19.60 19.80
m/z 112.10 45_12%
83 104 279
|2|9||||||||ﬂ-|22||||||||||| ——— —
m/z--> 50 100 150 200 250 300 350
Abundance
70
112
149167 261 19.20 19.40 19.60 19.80
5000 m/z 57.10 41.69%
4 279
93 | 131 189 232 304 333 361
m/z--> 50 100 150 200 250 300 350
Abundance #207709: Phthalic acid, di(2-propylpentyl) ester I R e RERaEEa
149 19.20 19.40 19.60 19.80
m/z 71.05 40.52%
5000
167
7
20, | & M| 2
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.78 22.24 ng 631301 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 78
4 Pentane, 1,5-dibromo- 228 C5H10Br2 000111-24-0 50
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 3034 (19.783 min): BF094849.D (-3029) (-) m/z 69.10 100.00%
69
5000
4 95 137
19.40 19.60 19.80 20.00 20.20
ol | why d dap | (161180 217 245 273200 341367 | 7o g1.10 | 53.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4
19.40 19.60 19.80 20.00 20.20
o5 m/z 41.10 22 .50%
L “h\ ;17 ﬂ ‘161 101 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
19.40 19.60 19.80 20.00 20.20
5000 m/z 95.05 14.46%
41
95 137
117 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- L i o m B Z S
69 19.40 19.60 19.80 20.00 20.20
m/z 137.10 13.23%
h ~,M“*~AM,~“J{,wWJ«”ﬁNJMW
41
136
we )L J A %5 11% h 175 231
m/z--> 50 100 150 200 250 300 350 400 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\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

20.06 8.24 ng 233785 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3081 (20.059 min): BF094849.D (-3077) (-) m/z 57.10 100.00%

57
5000 85

113 19.80 20.00 20.20 20.40
141 169
— ‘, LA B N L — m/z 71.10 67.54%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

-

5000 85 SR e i 0.
1980 20,00 2020 20.40

m/z 43.10 57.93%

29
L, 141 160 197 225 253 205 323 367
et
m/z--> 50 100 150 200 250 300 350
Abundance
57
R AN RaREE L
85 19.80 20.00 20.20 20.40
5000 m/z 85.05 50.33%
29 113
141 169 197 225 253 296
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane L R R EE
57 19.80 20.00 20.20 20.40
m/z 55.05 19.48%
85
5000
29
113
\‘ L | | I JI J‘ 1141 L 169 197 240
— et R B AN RaREE L
m/z--> 50 100 150 200 250 300 350 19. 80 20 00 20. 20 20 40

8270-BF050217.M Thu May 04 15:37:19 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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-Docosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.10 6.45 ng 183056 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 64
2 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 58
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 49
4 n-Tetracosanol-1 354 C24H500 000506-51-4 49
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 49

Abundance Scan 3088 (20.100 min): BF094849.D (-3085) (-) m/z 83.00 100.00%

55 83

5000

268 AU AR AR
19.80 20.00 20.20 20.40
m/z 55.05 85.53%

159 191 239

T t
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #151538: 1-Docosene
55
5000 LA L L L L L LB B |
29 19.80 20.00 20.20 20.40
e m/z 97.05 84.11%
T es
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 19.80 20.00 20.20 20.40
5000 m/z 69.00 82.58%

123
153181 224250 597
L o o o e L LA e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance : i

#236054: Heneicosy! heptafluorobutyrate
57 19 80 20.00 20.20 20.40

m/z 57.05 75.93%

97
5000
125
29 169
| J l | 07196222 266294 339 490

m/z--> 0 50 100 150 200 250 300 350 400 450 19. 80 20 00 20. 20 20 40

8270-BF050217.M Thu May 04 15:37:20 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 5,9,13-Pentadecatrien-2-one... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.20 6.11 ng 173505 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 74
2 Squalene 410 C30H50 000111-02-4 53
3 trans-Geranylgeraniol 290 C20H340 024034-73-9 46
4 6,10,14,18,22-Tetracosapentaen-2... 506 C30H51BrO 065746-05-6 43
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 43
Abundance Scan 3105 (20.200 min): BF094849.D (-3100) (-) m/z 69.10 100.00%
5000 i -
95 135 N L B R B I B B
153 175 19.80 20.00 20.20 20.40 20.60
Ml g 0> 19 226 4 271289 m/z 81.10 80.34%
m/z--> 50 100 150 200 250 300 350
Abundance #112642: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, ...
9
43
19.80 20.00 20.20 20.40 20.60
SR m/z 252.05 36.07%
13, | 150178 20 262
m/z--> 50 100 1%0 200 250 300 3%0
Abundance
69
19.80 20.00 20.20 20.40 20.60
5000 m/z 41.05 31.95%
41
9% 137
119 161 191 231 273 299 341 367
m/z--> 55 160 1%0 260 2éo 300 3%0
Abundance #136479: trans-Geranylgeraniol AL e e Al
69 19.80 20.00 20.20 20.40 20.60
m/z 71.10 30.71%
5000 41
93
1 121
L Im,m.ﬂ.lm Jigo 10t 189 221 257 200 e IS AN
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40 20.60

8270-BF050217.M Thu May 04 15:37:21 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 Heneicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.78 6.60 ng 187321 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3204 (20.783 min): BF094849.D (-3200) (-) m/z 57.05 100.00%
57
85
5000
UL L 12 07155 1rat07 230250 276 20140 20160 2050 2100 2120
D 0 0 0 O - - m/z 71.05  70.98%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LSRR BRI SR BRI B
20.40 20.60 20.80 21.00 21.20
m/z 43.10 59.89%
29 113
\‘ Al h “\ ‘hw h‘ u‘ l 1?1\16‘9 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57
20.40 20.60 20.80 21.00 21.20
5000 85 m/z 85.10 55.78%
29 13 141 160 107 225 253 205 323 367
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance #129490: Eicosane Rl T E e
57 20.40 20.60 20.80 21.00 21.20
m/z 55.00 23.12%
85
5000
113
2, i || M 169 107 205 53 282
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 20.'40 20.|60 20.|80 21.'00 21.'20

8270-BF050217.M Thu May 04 15:37:21 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 unknown20.87 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.87 10.52 ng 298500 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 43
2 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 38
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 38
4 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 38
5 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 30
Abundance Scan 3219 (20.871 min): BF094849.D (-3210) (-) m/z 43.10 100.00%

5000

20.60 20.80 21.00 21.20
m/z 55.10 94 .12%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234186: 17-Pentatriacontene

20.60 20.80 21.00 21.20
125 m/z 83.10 93.11%

uuhmm‘h81209236267 306334362390 421 462490

m/z--> 0 50 100 150 200 250 300 350 400 450 500

5000

29

Abundance
57
R R e
97 20.60 20.80 21.00 21.20
5000 m/z 57.10 77.87%
125
2 169195222250 294322 367 518
R B L B o e B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate A B B man e R
57 20.60 20.80 21.00 21.20
m/z 97.05 70.82%
97
5000
125
29
L lk }99195222250278308336 381 532
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 60 20 80 21. 00 21 20

8270-BF050217.M Thu May 04 15:37:22 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 unknown21.31 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.31 3.62 ng 102622 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanecarboxylic acid, hep... 418 C28H5002 079676-91-8 43
2 N-Adamantan-1-ylImethyl-2-(benzot... 372 C20H24N20S2 1000295-33-2 40
3 Formaldehyde, O-[(pentafluorophe... 225 C8H4F5NO 086356-73-2 38
4 1-Adamantanecarboxylic acid, und... 334 C22H3802 095221-81-1 38
5 9H-Xanthene 182 C13H100 000092-83-1 38
Abundance Scan 3294 (21.312 min): BF094849.D (-3290) (-) m/z 181.10 100.00%
181
5000 135
400
43 85 gpl112 | 217 49 273 21.00 21.20 21.40 21.60
m/z 135.10 48 _.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218801: 1-Adamantanecarboxylic acid, heptadecy! ester
181
135
5000 LA BN BUNRE SRR
21.00 21.20 21.40 21.60
m/z 182.05 42 _49%
43 79 107 | 161 | 210 238 283 418
m/z--> 50 100 150 200 250 300 350 400
Abundance
181
A'W"”I'”'I”"P"W
21.00 21.20 21.40 21.60
5000 135 m/z 400.20 31.72%
208
9 372
41 67 155 237 268 302 339
m/z--> 50 100 150 200 250 300 350 400
Abundance #82066: Formaldehyde, O-[(pentafluorophenyl)methylloxime LA
181 21.00 21.20 21.40 21.60
m/z 167.10 20.65%
5000
117 161
93
44 69
0 Igwq‘Jt gh ﬁ?}q\i& A
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60

8270-BF050217.M Thu May 04 15:37:23 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 Octadecanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.45 2.27 ng 64346 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 70
2 Heptadecanal 254 C17H340 1000376-70-0 58
3 Pentadecanal- 226 C15H300 002765-11-9 58
4 1,12-Dodecanediol 202 C12H2602 005675-51-4 50
5 E-11(13-Methyl)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 50
Abundance Scan 3317 (21.447 min): BF094849.D (-3314) (-) m/z 57.10 100.00%
43 57 82
96
5000

276 LIRS
21.20 21.40 21.60 21.80

m/z 43.05 98.06%

124 141155

185 208 229 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
43 57 82

96

21.|20 21.I4O 21.I60 21.I8O
109 m/z 82.00 84.20%

123
137 152166180194208222 250 Hgg

5000

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

43
57 82

21.20 21.40 21.60 21.80
5000 9 m/z 55.05 61.75%

109
123137 152166180104208 236 254

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

Abundance #82955: Pentadecanal- b RRREE EEE A
57 82 21.20 21.40 21.60 21.80
41 m/z 96.05 54 .93%
96
5000
2 109
124138157
R B R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.20 21.40 21.60 21.80

8270-BF050217.M Thu May 04 15:37:24 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 Dibenzo[def,mno]Jchrysene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

21.61 3.12 ng 88529 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 58
2 Phenol, 2-(4-chlorophenyliminome... 276 C13H9CIN203 1000262-90-3 53
3 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 53
4 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 53
5 2-Chloro-7-methoxyphenazine 5,10... 276 C13H9CIN203 023677-04-5 52

Abundance Scan 3345 (21.612 min): BF094849.D (-3338) (-) m/z 276.10 100.00%

216

5000

157 183 203219 237 203 314 21.20 21.40 21.60 21.80 22.00

m/z 278.10 37 .30%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124622: Dibenzo[def,mno]chrysene
276
5000
21.20 21.40 21.60 21.80 22.00
138 m/z 138.10 31.21%
45 63 90105 123 | 153170185201 222237252
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
276
21.20 21.40 21.60 21.80 22.00
5000 m/z 274.10 30.84%
111
75 230 259
50 oL 138 167 4y
34 183
mmmm‘m‘mmwrmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124623: Indeno[1,2,3-cd]fluoranthene
276 21.20 21.40 21.60 21.80 22.00
m/z 277.05 26.76%
5000 138
112
57 74 91 158174 198 224 248

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.20 21.40 21.60 21.80 22.00

8270-BF050217.M Thu May 04 15:37:25 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 16 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.71 3.35 ng 95070 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 47
3 2,2-Dimethylpropanoic acid, 4-he... 326 C21H4202 1000282-85-5 43
4 3-Hexanone, 2,5-dimethyl- 128 C8H160 001888-57-9 43
5 Sulfurous acid, 2-ethylhexyl pen... 404 C23H4803S 1000309-19-8 38
Abundance Scan 3362 (21.712 min): BF094849.D (-3357) (-) m/z 57.10 100.00%
g7
71
43 85
5000

21.40 21.60 21.80 22.00
m/z 71.00 73.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129490: Eicosane
57

71
43 85

5000 G
21.40 21.60 21.80 22.00

99 m/z 43.10 63.89%

2019 4 d J 127141155169183197211225239253 282

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

57
7 .
43 21.40 21.60 21.80 22.00

5000 g5 m/z 85.05 58.57%

29 99 113127

141155169183197211225239253267 282
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #166247: 2,2-Dimethylpropanoic acid, 4-hexadecy! ester A o

57 8 21.40 21.60 21.80 22.00
m/z 55.10 30.52%

5000
71
43 103 224
20 || |4 oy, 127141157 183197 “ g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21. 40 21 60 21. 80 22. 00

8270-BF050217.M Thu May 04 15:37:25 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 17 unknown22.10 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.10 9.34 ng 265076 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 18
2 Pyrimido[5,4-E]1,2,4-triazine-5,... 329 C15H15N504 032502-16-2 11
3 5.alpha.Androst-16-0l, 17-ethyli... 414 C27H4203 1000124-58-6 9
4 2,2"-Bi-1,3,2-dioxaphosphorinane... 298 C10H2006P2 016368-06-2 9
5 Oxalamide, N-(2,3-dichlorophenyl... 364 C18H18CI2N202 1000303-74-9 9
Abundance Scan 3428 (22.100 min): BF094849.D (-3421) (-) m/z 43.05 100.00%
43
o 07 145
5000 213 | 320
73 255
396 NN ISR B

| ‘ | || | 21.80 22.00 22.20 22.40
' N m/z 55.05 75.11%

m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 LA L L L L L LB LB |
81 368 21.80 22.00 22.20 22.40
‘ 107 329 s m/z 69.00 68.71%
213
| H“‘MMW\M I M (H1es73 MT 28 | L)
m/z--> 50 100 150 200 250 300 350 400
Abundance
163 329
e
21.80 22.00 22.20 22.40
5000 m/z 57.10 68.29%
65 92 159
43 184 218 244 273 301
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #217409: 5.alpha.Androst-16-ol, 17-ethylidene-3,5-dedihydr...  EEEmEEE S
57 21.80 22.00 22.20 22.40
m/z 107.05 65.49%
5000
85
105
280 315
31 159 253 399
b i M | W02 °5) || | | w0 P i
m/z--> 50 100 150 200 250 300 350 400 21. 80 22. 00 22. 20 22. 40

8270-BF050217.M Thu May 04 15:37:26 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 18 (27,4E)-3,7,11-Trimethyl-2,.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.47 13.40 ng 380388 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (22,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 51
2 2H-Cyclopropa[g]benzofuran, 4,5,... 218 C15H220 102681-49-2 45
3 .beta.-Humulene 204 C15H24 000116-04-1 44
4 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 40
5 Tricyclo[4.3.1.1(3,8)]undecane 150 C11H18 000281-46-9 38
Abundance Scan 3491 (22.471 min): BF094849.D (-3484) (-) m/z 137.10 100.00%
7 2
5000
%91311 422 22.20 22.40 22,60 22.80
N m/z 229.20 99.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
41 69
5000
163 22.20 22.40 22.60 22.80
m/z 93.10 96.04%
LA LT,
.NN‘ wh \\i\ \\ M..., NN
m/z--> 50 150 250 300 350 400
Abundance
203
41 RN BN SUNSR BN
95 191 22.20 22.40 22.60 22.80
5000 149 m/z 95.05 93.78%
69 177
mz-> 50 100 150 200 250 300 350 400
Abundance #64293: .beta.-Humulene AR BEEE
107 22.20 22.40 22.60 22.80
m/z 109.05 91.16%
81
41
5000 133 o 204
oy N
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 19 Androst-4-en-3-one, 17-hydr... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.92 6.81 ng 193279 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 78
2 Testosterone 288 C19H2802 000058-22-0 49
3 Benzenemethanol, 3-hydroxy- 124 C7H802 000620-24-6 38
4 5-Ethylcyclopent-1l-enecarboxalde... 124 C8H120 036431-60-4 38
5 2,2-Dimethylpropanoic acid, 4-me... 208 C12H1603 1000308-04-2 38

Abundance Scan 3567 (22.918 min): BF094849.D (-3562) (-) m/z 124.10 100.00%
1‘
5000 43 229
8l 147 289
187 253 327 355 412 22.60 22.80 23.00 23.20
m/z 229.15 40.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000
288 22.60 22.80 23.00 23.20
o 147 046 m/z 43.10  39.36%
203
) “.H““.““”l“‘.“”1}‘.1”‘. i“.‘.”.‘ .‘ ot T
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
283 22.60 22.80 23.00 23.20
5000 m/z 55.10 31.99%
. 91 203
18 41 174 296 o6
m/z--> 50 100 150 200 250 300 350 400
Abundance #10443: Benzenemethanol, 3-hydroxy- T
95 124 22.60 22.80 23.00 23.20
m/z 81.10 29.34%
5000 39
65
}QWIHJL'”I'J"I""I"" UL DAL SURLELS U ULV BSULUA BRRE
m/z--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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

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 20 unknown23.76 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.76 5.24 ng 148844 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1-Cyclohexylmethyl-3-methylbut-... 274 C18H26S 1000191-26-0 49
2 Sesquirosefuran 218 C15H220 039007-93-7 46
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 43
4 3-0xo-.alpha.-damascone 206 C13H1802 053398-09-7 41
5 Spiro[4.4]nonan-2-one 138 C9H140 034177-18-9 30
Abundance Scan 3710 (23.759 min): BF094849.D (-3703) (-) m/z 69.00 100.00%
109
5000
137 205
41 9 1611 9 231 273 355 AU AR U
|| || ||| | | | | 23.40 23.60 23.80 24.00
P i m/z 109.05 95.66%
m/z--> 50 100 150 200 250 300 350
Abundance #122892: (1-Cyclohexylmethyl-3-methylbut-2-enylthio)benzene
6! 109 165
5000 ANV
41 23.40 23.60 23.80 24.00
J 274 m/z 123.05 78.25%
‘Lw‘glu\“l it .“1.3§ .“. \Il?l |21\|8| S —
m/z--> 50 100 150 200 250 300 350
Abundance
69 123
95 23.40 23.60 23.80 24.00
5000, 41 m/z 95.00 66.80%
149 175 218
m/z--> " s0 100 150 200 250 300 350
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- Rl Rammnma
95 23.40 23.60 23.80 24.00
55 m/z 96.05 62.76%
5000
% 138
8 N —
m/z--> 50 100 150 200 250 300 350 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094849.D

Acq On : 3 May 2017 23:13

Operator : SJ/MA

Sample - 12940-01

Misc :

ALS Vial : 12 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... 5.05 28.9 ng 820083 1 7.72 567737 20.0
unknown7 .39 7.39 113.8 ng 3230420 1 7.72 567737 20.0
n-Hexadecanoic acid 15.94 5.6 ng 221422 4 14.97 789145 20.0
2-Hepten-4-one, 6... 18.55 5.2 ng 184777 5 18.64 712725 20.0
unknown19 .52 19.52 4.0 ng 114501 6 20.30 567608 20.0
Squalene 19.78 22.2 ng 631301 6 20.30 567608 20.0
Hexacosane 20.06 8.2 ng 233785 6 20.30 567608 20.0
1-Docosene 20.10 6.5 ng 183056 6 20.30 567608 20.0
5,9,13-Pentadecat... 20.20 6.1 ng 173505 6 20.30 567608 20.0
Heneicosane 20.78 6.6 ng 187321 6 20.30 567608 20.0
unknown20 .87 20.87 10.5 ng 298500 6 20.30 567608 20.0
unknown21.31 21.31 3.6 ng 102622 6 20.30 567608 20.0
Octadecanal 21.45 2.3 ng 64346 6 20.30 567608 20.0
Dibenzo[def,mno]c... 21.61 3.1 ng 88529 6 20.30 567608 20.0
Eicosane 21.71 3.4 ng 95070 6 20.30 567608 20.0
unknown22 .10 22.10 9.3 ng 265076 6 20.30 567608 20.0
(22,4E)-3,7,11-Tr... 22.47 13.4 ng 380388 6 20.30 567608 20.0
Androst-4-en-3-on... 22.92 6.8 ng 193279 6 20.30 567608 20.0
unknown23.76 23.76 5.2 ng 148844 6 20.30 567608 20.0
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