LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 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-BF032217.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 3.993 353 358 368 rBV 592986 712800 20.45% 2.127%
2 4.393 421 426 429 rBV 3141985 3152657 90.46% 9.407%
3 4.775 488 491 497 rVB 44408 41842 1.20% 0.125%
4 5.063 536 540 543 rVB 48263 42139 1.21% 0.126%
5 5.463 602 608 613 rBY 2923343 3485231 100.00% 10.400%
6 5.598 626 631 635 rBY 3196380 3380234 96.99% 10.087%
7 5.851 670 674 678 rBY 1031063 910172 26.12% 2.716%
8 6.034 700 705 708 rBVY 2520291 2479579 71.15% 7.399%
9 6.504 778 785 788 rBVY 1977341 2104334 60.38% 6.279%
10 7.357 925 930 933 rBVY 1237720 1207021 34.63% 3.602%

11 8.681 1149 1155 1158 rBV 3015896 2965822 85.10% 8.850%
12 9.175 1235 1239 1244 rBV 325623 293185 8.41% 0.875%
13 9.492 1285 1293 1302 rBV 1163511 1288477 36.97% 3.845%
14 10.086 1389 1394 1398 rVB 64259 63585 1.82% 0.190%
15 10.363 1435 1441 1444 rBV2 23377 36182 1.04% 0.108%

16 10.469 1454 1459 1470 rBV 1732639 1777175 50.99% 5.303%
17 10.675 1490 1494 1502 rVB 83229 110852 3.18% 0.331%

18 11.227 1584 1588 1592 rBV 61493 66582 1.91% 0.199%
19 11.316 1599 1603 1607 rBV 1106937 1105233 31.71% 3.298%
20 12.180 1746 1750 1753 rBV2 38472 43733 1.25% 0.130%
21 12.692 1834 1837 1843 rVB 89615 92044 2.64% 0.275%
22 12.810 1854 1857 1860 rVB 60771 60345 1.73% 0.180%
23 13.086 1900 1904 1907 rBV 48341 54920 1.58% 0.164%
24 13.133 1907 1912 1915 rVV3 45194 54824 1.57% 0.164%

25 13.298 1935 1940 1944 rBV 1994299 2073394 59.49% 6.187%

26 13.510 1957 1976 1978 rBV 73642 288298 8.27% 0.860%

27 13.610 1990 1993 1997 rBV6 27541 59034 1.69% 0.176%
28 13.645 1997 1999 2002 rVB 53264 51387 1.47% 0.153%
29 13.774 2018 2021 2024 rVB3 33328 35913 1.03% 0.107%
30 13.910 2038 2044 2046 rBV6 23964 39053 1.12% 0.117%

31 14.468 2134 2139 2147 rBV3 160167 260996 7.49% 0.779%
32 14.568 2151 2156 2160 rBV 853406 882582 25.32% 2.634%
33 14.868 2203 2207 2210 rBV 81465 92427 2.65% 0.276%
34 15.251 2268 2272 2280 rVB2 181229 240214 6.89% 0.717%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 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-BF032217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.357 2287 2290 2294 rBV3 41571 54596 1.57% 0.163%
36 15.398 2294 2297 2300 rVB 53310 58188 1.67% 0.174%
37 15.568 2323 2326 2329 rBV2 34623 37688 1.08% 0.112%
38 15.609 2330 2333 2337 rVV 62246 69355 1.99% 0.207%
39 15.762 2356 2359 2361 rBV2 39674 37406 1.07% 0.112%

40 15.962 2389 2393 2404 rVB 228471 328802 9.43% 0.981%

41 16.198 2428 2433 2440 rVB 649177 762552 21.88% 2.275%
42 16.321 2451 2454 2458 rVB 47684 57196 1.64% 0.171%
43 16.498 2481 2484 2489 rVB3 63986 77257 2.22% 0.231%
44 16.715 2518 2521 2525 rBVY 87127 122862 3.53% 0.367%
45 16.762 2525 2529 2535 rVV 410917 621926 17.84% 1.856%

46 16.892 2548 2551 2558 rBVY 56809 97693 2.80% 0.292%
47 17.421 2637 2641 2649 rVB3 80194 148845 4.27% 0.444%
48 18.086 2749 2754 2766 rBV5 108503 258125 7.41% 0.770%
49 18.556 2829 2834 2844 rVB8 117506 287920 8.26% 0.859%
50 18.780 2864 2872 2887 rVB7 226101 729286 20.93% 2.176%

51 18.980 2902 2906 2915 rVB4 98255 210391 6.04% 0.628%

Sum of corrected areas: 33512354
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF094260.D

3000000 4139 548

6.03
2500000

2000000 6.50

1500000
7.36

5.85
1000000
3.99
500000

477 5.06 | L

e £ e o TR CIRREREE S | S

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
Abundance TIC: BF094260.D

3000000

2500000

2000000 13.30
10.47

1500000

9.49 11.32
1000000

500000 9.17

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF094260.D

3000000

4 10.67 12.69, 1353
o | 10.09 1036 11. 12.18 §9.81 13393

2500000

2000000

1500000

1000000 14.57

500000

S e S

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

3.99 15.66 ng 712800 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 358 (3.993 min): BF094260.D (-353) (-) m/z 42.95 100.00%
43.0
59.1
5000
o 350 380 4b0 420 440
...,....,....,....',':...,..:!,...7.,1;9..?%?.,...:,|....,....,....,....,...., m/z 59.10  58.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T 3k 40 450 440
0,
150 4, ‘ 1010 m/z 101.10 20.64%
"W”tl”“ﬂ'”P“'P”W'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 3.80 4.00 420 4.40
5000 410 m/z 58.00 15.82%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- A R
59.0 3.60 3.80 4.00 4.20 4.40
31.0 m/z 41.05 8.96%
5000
73.0
1.0 4 “ | 870 1020
m/z--> 10 20 30 40 50 6|0 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40

8270-BF032217.M Fri Apr 07 14:47:58 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.60 Concentration Rank 1

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

5.60 74.28 ng 3380230 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 631 (5.598 min): BF094260.D (-626) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS SRS LR
401 540 | 850 | 21 5.20 5.40 560 5.80 6.00
e e o b el .| M7z 68.10 40 18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A I I R
5.20 5.40 560 5.80 6.00
310 510 m/z 134.00 32.78%
'WH'W“'W“J“J'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580 6.00
5000 67.0 m/z 66.10 24.37%
41.0 97.0
53.0
79.0 117.0
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R ARER RS T
132.0 5.20 5.40 560 5.80 6.00
m/z 69.10 15.71%
5000
104.0
140 270 300 510 %0710 500 | 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.0 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.01 ng 110852 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 1493 (10.669 min): BF094260.D (-1490) (-) m/z 57.10 100.00%
57.1
o \Amnjvaxmwhvﬂ\mh,,J%«waNV
o1 1040 10/60 1080 1100
—.— Ao 229 m/Z 43.05 73.04%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 SRR SUNIA SR SRR
10.40 10.60 10.80 11.00
m/z 71.05 63.68%
2ﬁ0L || MQ%OJ 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.05 42 _.48%
21.0 90 1410 18302120
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane
57.0 10.40 10.60 10.80 11.00
m/z 40.95 35.34%
5000
99.0
210 A ) M0 aepopn 02000 el Mo e
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl3.51 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.51 6.53 ng 288298 Chrysene-di12 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.3.0loctan-3-one. 6-exo... 216 C9H13BrO 1000149-28-6 41
2 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-41-8 38
3 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-40-7 38
4 Cvclopentanecarboxaldehvde. 2-me... 124 C8H120 1000154-24-0 25
5 4,4-Diallyl-cyclohexanone 178 C12H180 1000186-50-2 20
Abundance Scan 1976 (13.510 min): BF094260.D (-1957) (-) m/z 123.10 100.00%
95.0 128.1
69.1
5000{ 41.1 163.1 2052

273.3 302.0 LI L B |
232.2 13.20 13.40 13.60 13.80

m/z 95.00 95.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67184: Bicyclo[3.3.0]octan-3-one, 6-exo-bromo-2-exo-methy...
95.0

67.0

5000

137.0 13.'20 13.'40 13.'60 13.'80
216.0 m/z 69.10 80.60%

39.0

160.0 187.0

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

95.0

55.0 13.20 13.40 13.60 13.80
5000 m/z 109.05 74 .38%

138.0

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

Abundance #16392: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- I e REREEEE T
95.0 13.20 13.40 13.60 13.80
55.0 m/z 81.10 71.47%
5000
‘ 138.0
S 1 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 1-Hexadecanesulfonyl chloride Concentration Rank 10

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

14 .47 5.91 ng 260996 Chrysene-di12 14 .57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
4 Tridecane. 7-cvclohexvl- 266 C19H38 013151-92-3 83
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81

Abundance Scan 2139 (14.468 min): BF094260.D (-2134) (-) m/z 57.05 100.00%

5000

.

14.20 14.40 14.60 14.80
m/z 43.10 86.34%

208.0233.8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride

%

5000

14.20 14.40 14.60 14.80
m/z 83.10 68.76%

167.0 196.0 2240 271.0 44579

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R R RAREEEEEEE m e
83.0 14.20 14.40 14.60 14.80
5000 m/z 55.10 65.88%
29.0 111.0

.0 196.0
139.0 168.0 227.0 4550

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

%

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester LB o o e I
57.0 14.20 14.40 14.60 14.80
83.0 m/z  69.05  59.40%
- M,MV\L\A/\/‘
23.0 | 139.0 1680 21002380 o5,
m/z--> 2|0 40 I6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 I 14|20 14 40 14 60 14 80 -
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Triacontane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.87 2.09 ng 92427 Chrysene-di12 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 86
2 Octacosane 394 C28H58 000630-02-4 80
3 Nonacosane 408 C29H60 000630-03-5 80
4 Heneicosane 296 C21H44 000629-94-7 72
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 2207 (14.868 min): BF094260.D (-2203) (-) m/z 57.10 100.00%
51.1
5000
1521 1972 2301 4180 14580 15,00 1520
e m/z 71.10 71.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57.0
5000 LRI B BUEL BRI B
mmmmmmmm
99.0 m/z 43.10 67.00%
260, | | 1 ‘\ | 1410 1830 2250 267.0 309.0 3510 422.0
m/z--> éo 100 1éo 260 250 360 3éo 460
Abundance
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.05 54 _.22%
99.0
1410 183.0 2250 281.0 337.0 394.0
m/z--> éo 160 150 200 250 360 3éo 460
Abundance #158131: Nonacosane R A B AR RS maa
57.0 14.60 14.80 15.00 15.20
m/z 55.00 27 .55%
5000
99.0
26,0 | |l | d | }4}0 183.0 225.0 2670 300.0 351.0  408.0
m/z--> 50 100 1éo 200 250 360 3éo 460 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl5.25 Concentration Rank 12

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

15.25 5.44 ng 240214 Chrysene-di12 14 .57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecane 226 C16H34 000544-76-3 49

2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 49

3 Tetradecane 198 C14H30 000629-59-4 46

4 Heptadecane 240 C17H36 000629-78-7 46

5 Pentadecane 212 C15H32 000629-62-9 46
Abundance Scan 2272 (15.251 min): BF094260.D (-2268) (-) m/z 57.05 100.00%

5%.0
5000

111.1 R B
140.1 169.2 197.1 225.0 15.00 15.20 15.40 15.60

Otrrrprrrry bty m/z 43.10 75.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73967: Hexadecane
57.0
5000 850 LA L L L L L LB
15.00 15.20 15.40 15.60
20.0 m/z 71.10 60.69%
Ll \ |, 1180 1410 1690 197.0 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
R E e s S R
15.00 15.20 15.40 15.60
5000 111.0 m/z 83.10 49.21%
29.0

139.0 167.0 210.0 238.0 263.0

WTWWW'TWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55010: Tetradecane A RREES B
57.0 15.00 15.20 15.40 15.60

m/z 55.05 47 .24%

5000 85.0

29.0
‘1130 1410 1690 198.0

“ Il 1 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15 20 15. 40 15.60

8270-BF032217 .M Fri Apr 07 14:48:02 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Decane, 3,8-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.96 8.62 ng 328802 Perylene-d12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Nonacosane 408 C29H60 000630-03-5 90
Abundance Scan 2393 (15.962 min): BF094260.D (-2389) (-) m/z 57.05 100.00%
57.0
UL 50 ssmom0m0 smn 672 so0s || 1960 1580 1600 1630
o.upnw”.,”hﬁ”..Awiup.m“”.””..”.”w””..”“”w”.w. m/z 71.10 71.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36190: Decane, 3,8-dimethyl-
57.0
85.0
5000 AR AL A AR
15 60 15. 80 16. oo 16.20
m/z 43.10 62.46%
113.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
o0 15.60 15.80 16.00 16.20
5000 ' m/z 85.10 51.30%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0
Wmmmwwmﬁwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #123100: Pentadecane, 8-heptyl- T T T
57.0 15.60 15.80 16.00 16.20
m/z 55.10 21.85%
5000 85.0
290 113.0 210 0
| ‘ T Y ‘141 0 160.0 239.0 2660 __ 309.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15 60 15. 80 16. 00 16 20

8270-BF032217.M Fri Apr 07 14:48:03 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 Oxirane, heptadecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.03 ng 77257 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 80
2 17-Octadecenal 266 C18H340 056554-86-0 72
3 16-0Octadecenal 266 C18H340 056554-87-1 72
4 15-Octadecenal 266 C18H340 056554-93-9 72
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 64
Abundance Scan 2484 (16.498 min): BF094260.D (-2481) (-) m/z 57.10 100.00%
571.1
5000
124.0 UL SN BN U
158.1 192.0 235.1 287.1317.1 4604 16.20 16.40 16.60 16.80
S M - 1 m/z 82.10 94.27%
m/z--> 50 100 150 200 250 300 350
Abundance #107629: Oxirane, heptadecyl-
43.0 820
5000 L SR UM B UL
16:20 16,40 16.60 16.80
10.0 m/z 96.10 70.80%
L H\ [1%80166.0104.0 236.0264.0
m/z--> 50 150 260 250 300 350
Abundance
82.0
43.0 RN AR
16.20 16.40 16.60 16.80
5000 m/z 43.05 67.34%
109.0
15.0 137.0 168.0196.0224.0252.0
m/z--> 50 100 150 200 250 300 350
Abundance #98127: 16-Octadecenal T
82.0 16.20 16,40 16.60 16.80
43.0 m/z 55.10 60.64%
5000
100 252.0
15.0 m ﬂ3Z9168019602240 |
m/z--> 50 100 150 200 250 300 350 16.20 16,40 16.60 16.80

8270-BF032217.M Fri Apr 07 14:48:03 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 Pentacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.72 3.22 ng 122862 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 90
Abundance Scan 2522 (16.721 min): BF094260.D (-2518) (-) m/z 57.05 100.00%
57.0
5000
ot 16.40 16.60 16.80 17.00
412 2022 267.1 . . : : : :
el .Ul L 202, 2L 33l 0 m/z 71.05  74.68%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #142112: Pentacosane
57.0
5000 UL B S DU
16 40 16 60 16. 80 17. oo
m/z 43.10 59.45Y%
Ay \\ ‘\ 1710 1830 2250 267.0 3090 320
miz--> 0 éo 150 260 250 360 3%0 460
Abundance
57.0
16.40 16.60 16.80 17.00 |
5000 m/z 85.10 53.41%
99.0
15.0 141.0 1830 225.0 296.0
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #167078: Tetratriacontane A e R RR R
57.0 16.40 16.60 16.80 17.00
m/z 55.10 21.52%
5000
99.0
15.0, § | 4 ) | 1410 183.0 2250 267.0 3110 367.0 4100
miz--> 0 % ﬁo @ 2& %o ﬂ)3% ﬁo mmmmmmﬂm

8270-BF032217.M Fri Apr 07 14:48:04 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12 unknownl6.76 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.76 16.31 ng 621926 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C1l6H32 062376-17-4 43
2 Cvclohexane. 1.5-diethvl-2.3-dim... 168 C12H24 074663-66-4 38
3 1H-1.2.4-Triazole. 3-(2-methvlpr... 125 C6H11N3 040515-29-5 38
4 dl-Noformicin sulfate 197 C8H15N50 1000131-37-1 35
5 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 30
Abundance Scan 2529 (16.762 min): BF094260.D (-2525) (-) m/z 83.10 100.00%
83.1
57.1
5000
-t 157.1 NS S
' 2973 16.40 16.60 16.80 17.00
o i j Aol 2omoasrazess 278 son 20t57 107 6s 10w
m/z--> 50 100 150 200 250 300 350
Abundance #72510: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
69.0 970
so0] 0 AU BN B
153.0 16,40 16.60 16.80 17.00
m/z 57.10 61.75%
\‘ 1l h‘\ \\‘ 1260 \‘\ 18':"'0 224.0
m/z--> 50 100 150 200 250 300 350
Abundance
83.0
55.0 16.40 16.60 16.80 17.00
5000 m/z 69.10 53.96%
139.0
29.0
111.0 168.0
m/z--> " 50 100 150 200 250 300 350 _/vﬁwvnwﬂ~nwﬂ/\KNVMNNANAMN“
Abundance #10441: 1H-1,2,4-Triazole, 3-(2-methylpropy!l)- R e e N EEEE
83.0 16.40 16.60 16.80 17.00
m/z 43.10 45_90%
- J\‘A/\h
27‘ 0 ss0 110.0
\ 11 mn |
m/z--> 55 100 150 200 250 300 350 16,40 16.60 16.80 17.00

8270-BF032217.M Fri Apr 07 14:48:05 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 2(3H)-Furanone, dihydro-3,4... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.89 2.56 ng 97693 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. dihvdro-3.4-bisl... 358 C20H2206 000580-72-3 60
2 3-(3-Hvdroxv-4-methoxvphenvl)-1-_.__. 211 C10H13NO4 1000103-80-4 59
3 Homovanillvl alcohol 168 C9H1203 002380-78-1 59
4 Ketone. l-cvclohexen-1-vIl methvl... 181 C9H15N30 007499-13-0 49
5 (-)-Nortrachelogenin 374 C20H2207 034444-37-6 45
Abundance Scan 2551 (16.892 min): BF094260.D (-2548) (-) m/z 137.10 100.00%
137.1
5000
358.2 CIEE0 1680 1700 1700
55.0 94.0 207.1 16.60 16.80 17.00 17.20
bl o AR200 20T 2801 | 89640 L 7387 100 18.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #144124: 2(3H)-Furanone, dihydro-3,4-bis[(4-hydroxy-3-meth...
137.0
5000 358.0
16.60 16.80 17.00 17.20
410 94.0 m/z 358.20 11.88%
: .H“l“H.”“.‘ y I‘LIHHI\I“ .“’. i EIT?S:OI‘IZIZ}'PI T ‘. ]
m/z--> 50 100 150 200 250 300 350 400
Abundance
137.0
16,60 16.80 17.00 17.20
5000 m/z 122.00 11.30%
280 gy 94.0 167.0 2110
m/z--> 50 100 150 200 250 300 350 400
Abundance #35220: Homovanilly! alcohol e
137.0 16.60 16.80 17.00 17.20
m/z 131.05 8.82%
5000
168.0
15.0 511,0 94.0 L]
mz-> 50 100 150 200 250 300 350 400 16,60 16.80 17.00 17.20

8270-BF032217.M Fri Apr 07 14:48:06 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Oxirane, hexadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.42 3.90 ng 148845 Perylene-d12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 83
3 1.3-dicvclohexvlpropene 206 C15H26 1000214-96-8 60
4 1.19-Eicosadiene 278 C20H38 014811-95-1 58
5 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 50
Abundance Scan 2641 (17.421 min): BF094260.D (-2637) (-) m/z 57.05 100.00%

5000

2482 283.2 311.2 17.20 17.40 17.60 17.80
m/z 82.05 86.17%

178.1 206.0

138.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99461: Oxirane, hexadecyl-

17.20 17.40 17.60 17.80
m/z 43.10 74.60%

5000

29.0

211.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 82.0
R R EaEEE s
17.20 17.40 17.60 17.80
5000 m/z 83.10 60.96%
110.0
138.0

166.0 194.0 236.0 264.0

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

Abundance #60295: 1,3-dicyclohexylpropene N B B !
17.20 17.40 17.60 17.80

m/z 55.10 59.98%

5000

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.20 17.40 17.60 17.80

8270-BF032217.M Fri Apr 07 14:48:06 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 _gamma.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.09 6.77 ng 258125 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 93
2 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 78
3 .beta.-Sitosterol 414 C29H500 000083-46-5 70
4 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 43
5 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 38
Abundance Scan 2755 (18.092 min): BF094260.D (-2749) (-) m/z 43.05 100.00%
43.0
107.1
145.1
5000 213.2
255.2  303.3 396.4 I
17.80 18.00 18.20 18.40
—t m/z 107 .05 71.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43.0
5000 810 LA L L L L L LB
145.0 414.0 17.80 18.00 18.20 18.40
213.0 303.0 m/z 55.10 68.71%
‘ ‘ 8.0 255.0 ‘ 381.0
: \I e IUI ! l‘H \‘\H‘ HJ ‘H L\ \H‘ ‘: IL\I . IHI : #4?9' : I‘\ 'L‘i I‘I
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
17,80 18.00 18.20 18.40
5000 m/z 57.10 61.85%
414.0
105.0
145017802130 2730 3290 3810
mz-> 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol I AEEREE TS
43.0 17.80 18.00 18.20 18.40
m/z 145.05 58.98%
5000
107.0 414.0
‘ ‘ \ 145.0 2550 303.0
. H\J H\‘ ﬂum\ bk b | |§4§~0|%8f"ﬂhl‘l o
m/z--> 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BF032217.M Fri Apr 07 14:48:07 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 unknownl8.56 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.56 7.55 ng 287920 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolenaldehvde 220 C15H240 019890-84-7 47
2 Eudesma-4(14).11-diene 204 C15H24 1000152-04-3 35
3 (2R.4R)-p-Mentha-6.8-diene. 2-hv... 168 C10H1602 1000292-74-2 27
4 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 25
5 Propanoic acid, 2-bromo-, ethyl ... 180 C5H9BrO2 000535-11-5 22
Abundance Scan 2835 (18.562 min): BF094260.D (-2829) (-) m/z 109.10 100.00%
5000
245.2 313.2 e
352.1 424.4460.4 18.20 18.40 18.60 18.80
m/z 107.10 92 .76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69487: Longifolenaldehyde
95.0
41.0
135.0
5000 205.0 B R e o e R
18.20 18.40 18.60 18.80
m/z 205.15 88.49%
Jd?l'd‘duluuuuluuuul....|....|....|..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41.0 930
_ 1820 18140 18,60 1880
5000 161.0 m/z 95.05 80.07%
127.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #34428: (2R,4R)-p-Mentha-6,8-diene, 2-hydroperoxide L Ba e
109.0 18.20 18.40 18.60 18.80
m/z 123.10 73.57%
5000 41.0
ﬂszo
[
m/z--> 50 100 150 200 250 300 350 400 450 1820 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.78 19.13 ng 729286 Perylene-d12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 92
2 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 64
3 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 53
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 44
5 1R,372,9S5-2,6,10,10-Tetramethylbi... 204 C15H24 1000140-07-4 41
Abundance Scan 2872 (18.780 min): BF094260.D (-2864) (-) m/z 95.10 100.00%
13

5000

18.40 18.60 18.80 19.00
m/z 107.05  99.80%

m/z--> 50 100 150 200 250 300 350 400
Abundance #58780: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0
107.0
5000 410 | ANLINLINLEN L L L L L L B B
) 147. 18.40 18.60 18.80 19.00
‘ m/z 93.10 96.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0
R EAREEEE LS
o 00 18.40 18.60 18.80 19.00
5000 135.0 m/z 81.05 96.14%
221.0 297.0 344.0378.0411.0
— T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #60253: 2,3,3-Trimethyl-2-(3-methyl-buta-1,3-dienyl)-cyclo... e EARRs RS
123.0 18.40 18.60 18.80 19.00
m/z 69.10 91.01%
41.0 191.0
5000 79.0
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094260.D

Aca On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 Androst-4-en-3-one, 17-hydr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.98 5.52 ng 210391 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 64
2 3-Cvclohexene-1-carboxaldehvde. ... 124 C8H120 007560-64-7 55
3 Testosterone 288 C19H2802 000058-22-0 43
4 2.3a-Dimethvlhexahvdrobenzofuran... 170 C10H1802 1000186-53-6 43
5 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H3002 002755-10-4 32
Abundance Scan 2906 (18.980 min): BF094260.D (-2902) (-) m/z 124.10 100.00%
124.1
43.1
5000

271.2

327.2 3703 4124 18.60 18.80 19.00 19.20
m/z 43.10 57 .54%

m/z--> 50 100 150 200 250 300 350 400
Abundance #111064: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124.0
5000 |IIII|IIII|IIII|IIII|I
288.0 18.60 18.80 19.00 19.20
910 246.0 m/z 55.05  37.81%
64.0 203.0 -
e ,‘J‘.‘. 4 .‘, T
m/z--> 50 100 150 200 250 300 350 400
Abundance
67.0 124.0
T T
18.60 18.80 19.00 19.20
5000 m/z 229.15 37.44%
29.0
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m/z--> 50 100 150 200 250 300 350 400
Abundance #111024: Testosterone
124.0 18.60 18.80 19.00 19.20

m/z 95.10 25.43%

5000

T I T T
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
Data File : BF094260.D

Acq On > 7 Apr 2017 8:17

Operator : SJ/MA

Sample : 12542-17

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT 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]
2-Pentanone, 4-hy... 3.99 15.7 ng 712800 1 5.85 910172 20.0
unknown5.60 5.60 74.3 ng 3380230 1 5.85 910172 20.0
Heptacosane 10.67 2.0 ng 110852 4 11.32 1105230 20.0
unknown13.51 13.51 6.5 ng 288298 5 14.57 882582 20.0
1-Hexadecanesulfo... 14.47 5.9 ng 260996 5 14.57 882582 20.0
Triacontane 14.87 2.1 ng 92427 5 14.57 882582 20.0
unknown15.25 15.25 5.4 ng 240214 5 14.57 882582 20.0
Decane, 3,8-dimet... 15.96 8.6 ng 328802 6 16.20 762552 20.0
Oxirane, heptadecyl- 16.50 2.0 ng 77257 6 16.20 762552 20.0
Pentacosane 16.72 3.2 ng 122862 6 16.20 762552 20.0
unknownl6.76 16.76 16.3 ng 621926 6 16.20 762552 20.0
2(3H)-Furanone, d... 16.89 2.6 ng 97693 6 16.20 762552 20.0
Oxirane, hexadecyl- 17.42 3.9 ng 148845 6 16.20 762552 20.0
-.gamma.-Sitosterol 18.09 6.8 ng 258125 6 16.20 762552 20.0
unknownl18.56 18.56 7.5 ng 287920 6 16.20 762552 20.0
2-1sopropenyl-4a,... 18.78 19.1 ng 729286 6 16.20 762552 20.0
Androst-4-en-3-on... 18.98 5.5 ng 210391 6 16.20 762552 20.0
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