LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 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-BF060517.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 1.557 10 12 37 rBvy 1141961 1996264 99.79% 11.066%
2 4.504 510 513 529 rBV2 47234 149019 7.45% 0.826%
3 5.192 627 630 660 rBV 761927 1632377 81.60% 9.049%
4 6.875 912 916 927 rBV 961312 1534527 76.71% 8.507%
5 6.963 927 931 952 rVB 1165626 2000418 100.00% 11.089%
6 7.304 985 989 1009 rVB 294432 431256 21.56% 2.391%
7 7.539 1024 1029 1045 rBV 973548 1363077 68.14% 7 .556%
8 8.222 1141 1145 1188 rBV 621364 1056445 52.81% 5.856%
9 9.339 1330 1335 1360 rBV 377678 600328 30.01% 3.328%
10 11.116 1631 1637 1650 rBVY 1576408 1990430 99.50% 11.034%

11 11.816 1752 1756 1768 rBV 165463 227391 11.37% 1.261%
12 12.151 1809 1813 1820 rBV2 460555 625125 31.25% 3.465%

13 13.016 1952 1960 1964 rBB 20328 26301 1.31% 0.146%
14 13.451 2030 2034 2058 rBV 647326 984587 49.22% 5.458%
15 13.780 2086 2090 2098 rBV 20414 31169 1.56% 0.173%

16 14.551 2217 2221 2237 rVB2 350364 541947 27.09% 3.004%
17 15.574 2390 2395 2410 rBV 86767 121443 6.07% 0.673%
18 16.680 2579 2583 2586 rBV2 31660 40286 2.01% 0.223%
19 16.927 2620 2625 2636 rVB2 1146176 1329556 66.46% 7.370%
20 18.186 2833 2839 2849 rBV2 67337 111460 5.57% 0.618%

21 18.280 2851 2855 2865 rBV 265926 376448 18.82% 2.087%

22 18.992 2971 2976 2981 rBvV4 13338 22240 1.11% 0.123%
23 19.415 3044 3048 3054 rBV 37355 40532 2.03% 0.225%
24 19.944 3135 3138 3151 rBV 257901 390803 19.54% 2.166%
25 20.415 3215 3218 3224 rVvVv4 26073 46527 2.33% 0.258%
26 21.462 3389 3396 3406 rBV6 45993 122056 6.10% 0.677%
27 21.821 3451 3457 3458 rBV5 15952 23058 1.15% 0.128%
28 22.091 3497 3503 3511 rVB10 11021 30050 1.50% 0.167%
29 22.186 3512 3519 3526 rBV5 23504 51211 2.56% 0.284%
30 22.733 3606 3612 3620 rBVS 18848 51378 2.57% 0.285%
31 22.862 3627 3634 3646 rVB6 34559 91575 4 _.58% 0.508%
Sum of corrected areas: 18039284
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF061917\

BF096016.D

19 Jun 2017 20:34

SJ/MA

13698-01

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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400000

200000

.68
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.50 6.91 ng 149019 1,4-Dichlorobenzene-d4 7.30
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Propanone. 1-(1-methvlethoxv)- 116 C6H1202 042781-12-4 9
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 512 (4.498 min): BF096016.D (-510) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.0

|| 82.9 4.20 4.40 4.60 4.80

| A | PNV | NS -GN ENN—— m/z 59.10 53.44%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 R e

59.0 420 4.40 4.60 4.80
0
150 1010 m/z 101.00 19.54%
310 83.0
0 ‘ 1 | i . : \‘
A o R B o b e RRARARARES Ba s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
IIIIIIIIIIIIIIIAIIIIIIII
57.0 420 4.40 4.60 4.80
5000 m/z 58.00 14.81%
29.0 101.0
0 15.0 73.0 83.0
T T T T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8177: 2-Propanone, 1-(1-methylethoxy)- T e
43.0 4.20 4.40 460 480

m/z 41.10 10.31%

5000
27.0 580 730
o il I | 830 1010 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3 unknown6.96 Concentration Rank 1

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

6.96 92.77 ng 2000420 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 930 (6.957 min): BF096016.D (-927) (-) m/z 132.00 100.00%
132.0
5000 68.1
960 """"""""""
400 540 6.60 6.80 7.00 7.20
o....,....:u...,.-:..,.:l.',..7.53,1....,..!.,.1??.?....,...., b m/z 68.10 37.93%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.60 6.80 7.00 7.20
210 510 m/z 134.00 31.65%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
660 680 7.00 7.20
5000 67.0 m/z 66.05 22.69%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R L B
132.0 6.60 6.80 7.00 7.20
m/z 69.10 14 _.46%
97.0
5000 0.0
31.0 52.0
o | Ty . 860 | 107.0116.0
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.57 4_.48 ng 121443 Phenanthrene-d10 14.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2394 (15.568 min): BF096016.D (-2390) (-) m/z 43.10 100.00%
431 730
5000 129.1
97.0 213.1
| | M I 157.0 185.1 15.20 15.40 15.60 15.80
Oberr-prrrr it AL L m/z 73.00 95.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR AR AR AR
83.0 15.20 15.40 15.60 15.80
Ji 1570 1geo 2130 260 | M/Z 60.00  83.63%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 30 "
15.'20 15.'40 15.|60 15.|80 !
5000 m/z 41.00 72.30%
129.0
171.0 214.0
. 97.0 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 15.20 15.40 15.60 15.80
m/z 57.10 70.18%
5000 129.0
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Tetradecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.68 2.14 ng 40286 Chrysene-di12 18.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 53
2 n-Decanoic acid 172 C10H2002 000334-48-5 43
3 .alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 35
4 Oxalic acid. allvl pentadecvl ester 340 C20H3604 1000309-24-3 30
5 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 30
Abundance Scan 2583 (16.680 min): BF096016.D (-2579) (-) m/z 43.10 100.00%
431 731
5000 129.0
97.1
185.2 241.2
| 16.40 16.60 16.80 17.00
Obrrrprrrr b m/z 73.10 86.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid
73.0
5000 43.0 129.0 T ----ﬂ T T T
185.0 16.40 16.60 16.80 17.00
070 2280 m/z 57.10 82.17%
0""I""I""I""I""I""I'"'I':!-'5'7I'0"'I""I""I"" e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
1290 16.40 16.60 16.80 17.00
5000 m/z 55.05 68.19%
43.0
101.0 172.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #177860: .alpha.-D-Glucopyranose, 4-O-.beta.-D-galactopyra...
.0

16.40 16.60 16.80 17.00
m/z 60.00 66.65%

5000

145.0
0

173.0 204.0 2330 2750
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Trifluoroacetoxy hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.19 5.92 ng 111460 Chrysene-di12 18.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 90
4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 83
Abundance Scan 2840 (18.192 min): BF096016.D (-2833) (-) m/z 57.10 100.00%
57.1 83.1
139.1 17.80 18.00 18.20 18.40 18.60
O-rreprrrridh m/z 83.10 94 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000
17.80 18.00 18.20 18.40 18.60
29.0 125.0 m/z 69.10 83.22%
0 Ll 196.0 224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
17.80 18.00 18.20 18.40 18.60
5000 83.0 m/z 43.10 82.44%

111.0
o 140.0 168.0 196.0 224.0  266.0 294.0 322.0

mﬁmmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107662: n-Heptadecanol-1 L B
17.80 18.00 18.20 18.40 18.60

m/z 55.00 78 .64%

5000 111.0

29.0
139.0 168.0  210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.42 2.07 ng 40532 Perylene-di12 19.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
3 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 80
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 72
5 Supraene 410 C30H50 007683-64-9 72
Abundance Scan 3049 (19.421 min): BF096016.D (-3044) (-) m/z 69.05 100.00%
69.0
5000
N,
41.1 e
07.1 1371 o 1 e 19.20 19,40 19.60 19.80
[ . 0,
0’ T m/z 81.05 43.94%
m/z--> 50 100 150 200 250 300 350
Abundance #215932: Squalene
69.0
5000
410 19.20 19.40 19.60 19.80
' 1370 m/z 41.10 20.70%
09. -
ol ‘ g .“ﬁ“‘. I | 172020302310 2730 3410
m/z--> 50 100 150 200 250 300 350
Abundance
69.0
1920 19.40 1960 19.80
5000 41.0 m/z 95.00 20.36%
121.0
o 149.0177.0205.0 2450273.0 313.0342.0
m/z--> 50 100 150 200 250 300 350
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram...
69.0 19.20 19.40 19.60 19.80
m/z 137.10 13.79%
5000
41.0
l F0101350
ol bl g ) Je30 2040 2720
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\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9 Dodecane, 5-cyclohexyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.42 2.38 ng 46527 Perylene-d12 19.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 5-cvclohexvl- 252 C18H36 013151-85-4 50
2 n-Pentadecanol 228 C15H320 000629-76-5 43
3 l1-Hexadecanol 242 C16H340 036653-82-4 43
4 5-Tetradecanol acetate 256 C16H3202 051354-25-7 43
5 3-Heptene, 2,2,3,5,5,6,6-heptame... 196 C14H28 054845-26-0 38

Abundance Scan 3219 (20.421 min): BF096016.D (-3215) (-) m/z 83.10 100.00%
83.1
57.0
5000
125.1 N o o S BN
I ‘I | 15|7'1 2071 20.'20 20.'40 20.|60 20.|80
ot e e m/z 97.10 63.51%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #104192: Dodecane, 5-cyclohexyl-
57.0 83.0
5000 LN BUURILN UL BB B
20.20 20.40 20.60 20.80
29.0 111.0 m/z 57.05 62.77%
LT o 0 s
0...l.‘l..‘l‘...“.‘l.l..|‘...‘lH|..“l‘.|.‘ I N ...‘.l....l...
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 83.0
"' 2020 20.40 20.60 20.80
5000 111.0 m/z 43.10 50.28%
29.0
140.0 1820 5100
e e e
m/z--> 25 Jo éo 85 160 150 1&0 160 180 260 250
Abundance #95987: 1-Hexadecanol T o o U
55.0 83.0 20.20 20.40 20.60 20.80
m/z 71.05 47 .16%
5000 111.0
0 ‘\ ‘ | “ ‘\ ‘ \“ 149.0 168'0 19\6.0 224'0
m/z--> 25 Jo 60 85 160 150 140 160 180 260 250 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown21.46 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.46 6.25 ng 122056 Perylene-di12 19.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. 2-(7-heptadecvnvloxv)t... 336 C22H4002 056599-50-9 38
2 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 35
3 5.beta..6.beta.-Epoxv-7-bromocho... 478 C27H43Br02 104825-82-3 14
4 1H-Cycloproplelazulen-4-ol. deca... 222 C15H260 000552-02-3 12
5 1,9-Dioxa-5-thianonane, 3,7-bis(... 574 C34H48B204S 1000162-27-0 10
Abundance Scan 3396 (21.462 min): BF096016.D (-3389) (-) m/z 43.10 100.00%
431
107.1
5000
303.3 L B N e
I‘ 255.1 381.3414.4 21.20 21.40 21.60 21.80
ob— I m/z 107.10 72.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174154: 2H-Pyran, 2-(7-heptadecynyloxy)tetrahydro-
55.0
1.0
5000
33.0 21.20 21.40 21.60 21.80
‘ 75.0 m/z 55.10 66.20%
231.0
0 .“.‘ ‘IH I‘” " ‘\Hl ‘.““H‘. Il ﬁ;.“‘. \;\ I‘ — .“ - ?7.3..0. - |33|4'|O| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
41.0 107.0 394.0
145.0 283.0 R
21.20 21.40 21.60 21.80
5000 361.0 m/z 145.10 56 .30%
213.0
A b 178.0 bas.b 315.0
miz-> 50 100 150 200 250 300 350 400
Abundance #232287: 5.beta.,6.beta.-Epoxy-7-bromocholestan-3-one
43.0 21.20 21.40 21.60 21.80
399.0 m/z 91.00 54 _.99Y%
5000 81.0
210 227.0
173.0 { 285.0 \
ol— I" \\‘JI ‘!“.‘H‘.“'.‘ ‘I‘ T .L‘ i .‘.. —— I‘ —
m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown22.19 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.19 2.62 ng 51211 Perylene-di12 19.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenethvl alcohol. 2.5-dihvdroxy... 168 C9H1203 014293-26-6 38
2 1.3-Benzenediol. 2-methvl- 124 C7H802 000608-25-3 27
3 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 27
4 2.4-Diaminophenol 124 C6H8N20 000095-86-3 22
5 1,4-Benzenediol, 2-[8-hydroxy-3-... 278 C16H2204 077828-64-9 16

Abundance Scan 3520 (22.191 min): BF096016.D (-3512) (-) m/z 124.10 100.00%

1

5000

21.80 22.00 22.20 22.40 22.60

0 m/z 57.10 48.01%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37359: Phenethyl alcohol, 2,5-dihydroxy-.alpha.-methyl-, (-)
124.0
150.0
5000 450 TTTT LI L B L TT
21. 80 22. OO 22. 20 22. 40 22. 60
77.0 ‘ m/z 43.05 44 _86%
AT O 1 O —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124.0
A B BT
21.80 22.00 22.20 22.40 22.60
5000 m/z 229.10 41 .06%
39.0 670 95.0
0 15.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10430: 1,4-Benzenediol, 2-methyl- T BEEE N B
124.0 21.80 22.00 22.20 22.40 22.60
m/z 91.10 30.96%
5000
95.0
39.0 67.0 ‘
A S —
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown22.73 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.73 2.63 ng 51378 Perylene-di12 19.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H25I 1000195-85-9 38
2 2.4.6-Trimethvl-2-(4-methvl-pent... 206 C14H220 1000193-58-6 32
3 5.6.7.7-Tetramethvl-octa-3.5-die... 180 C12H200 1000190-70-9 32
4 1.4-Methanoazulene-9-methanol. d... 222 C15H260 001139-17-9 27
5 Methoxy(methyl)chlorosilane 110 C2H7CIOSi 018151-27-4 27
Abundance Scan 3612 (22.733 min): BF096016.D (-3606) (-) m/z 96.10 100.00%
96.1
123.0
5000 69.0 190.9
410 49.0
‘| ‘ ‘ | | 22.40 22.60 22.80 23.00
O ””“”.“”w”.“ e m/z 109.10 87 .37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170433: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1...
109.0

149.0

5000
22.40 22.60 22.80 23.00

m/z 95.05 75.91%

235.0

276.0 332.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
123.0
R A RRRREEEEEE R
22.40 22.60 22.80 23.00
5000{ 43.0 m/z 123.00 63.79%
69.0
95.0 163.0 191.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45624: 5,6,7,7-Tetramethyl-octa-3,5-dien-2-one
128.0 22.40 22.60 22.80 23.00
m/z 125.10 62.19%
43.0
5000
96.0
180.0
dodalo g dmo 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096016.D

Aca On 19 Jun 2017 20:34

Operator : SJ/MA

Sample : 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 (-)-Neoclovene-(I11), dihydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.86 4.69 ng 91575 Perylene-di12 19.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Neoclovene-(11). dihvdro- 206 C15H26 1000152-83-6 38
2 2-Cvclohexene-1-carboxaldehvde. ... 220 C15H240 056772-07-7 27
3 7-Heptadecvne. 17-chloro- 270 C17H31CI 056554-75-7 27
4 (4R*.5R*.9S*)-5.9-Dimethvispirol... 166 C11H180 063088-19-7 27
5 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 22

Abundance Scan 3634 (22.862 min): BF096016.D (-3627) (-) m/z 95.05 100.00%

69.0 95.0

123.1 163.2

5000 43.0
| | 22.60 22.80 23.00 23.20
(o} SRR m/z 69.00 98 .46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66213: (-)-Neoclovene-(11), dihydro-

81.0 109.0

22. 60 22. 80 23. 00 23. 20
m/z 109.05 85.01%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69.0 109.0
22.60 22.80 23.00 23.20
5000 m/z 81.00 74.71%
137.0 162.0 205.0
O o L s s === s oS SETINRLURRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119360: 7-Heptadecyne, 17-chloro- A REEEE e S
81.0 22.60 22.80 23.00 23.20
55.0 m/z 96.10 71.57%
5000
29.0
0 137.0 165.0185.0 2710 241.0 270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061917\
Data File : BF096016.D

Acq On 19 Jun 2017 20:34

Operator : SJ/MA

Sample - 13698-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.50 6.9 ng 149019 1 7.30 431256 20.0
unknown6 .96 6.96 92.8 ng 2000420 1 7.30 431256 20.0
n-Hexadecanoic acid 15.57 4.5 ng 121443 4 14.55 541947 20.0
Tetradecanoic acid 16.68 2.1 ng 40286 5 18.28 376448 20.0
Trifluoroacetoxy ... 18.19 5.9 ng 111460 5 18.28 376448 20.0
Squalene 19.42 2.1 ng 40532 6 19.95 390803 20.0
Dodecane, 5-cyclo... 20.42 2.4 ng 46527 6 19.95 390803 20.0
unknown21.46 21.46 6.3 ng 122056 6 19.95 390803 20.0
unknown22 .19 22.19 2.6 ng 51211 6 19.95 390803 20.0
unknown22 .73 22.73 2.6 ng 51378 6 19.95 390803 20.0
(-)-Neoclovene-(l... 22.86 4.7 ng 91575 6 19.95 390803 20.0
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