LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097569.D

Aca On : 10 Aug 2017 20:27

Operator : SJ/JU

Sample : 14688-01

Misc :

ALS Vial : 11 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-BF072517.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 4_.522 478 482 500 rBV 112339 240605 9.50% 1.205%
2 4.992 558 562 598 rBY 1576650 2533085 100.00% 12.686%
3 6.075 742 746 758 rBVY 2057902 2383982 94.11% 11.940%
4 6.169 758 762 773 rVB 2246690 2342486 92.48% 11.732%
5 6.392 797 800 813 rVB 620488 655668 25.88% 3.284%
6 6.545 822 826 840 rBVY 1678869 1642283 64.83% 8.225%
7 6.963 894 897 914 rBVY 1298572 1497232 59.11% 7.498%
8 7.675 1014 1018 1029 rBV 914030 864505 34.13% 4 _.330%
9 8.751 1197 1201 1214 rBvV 2211308 2026368 80.00% 10.149%
10 9.157 1267 1270 1279 rBV 327512 284918 11.25% 1.427%
11 9.416 1310 1314 1323 rVvB2 927781 839737 33.15% 4.206%
12 9.874 1388 1392 1394 rVB2 37309 33389 1.32% 0.167%
13 10.210 1445 1449 1462 rBVY 1086012 1109268 43.79% 5.555%
14 10.339 1468 1471 1478 rVB 54344 62292 2.46% 0.312%
15 10.786 1544 1547 1550 rBvV2 39567 34764 1.37% 0.174%

16 10.892 1561 1565 1573 rVB 823516 753006 29.73% 3.771%
17 11.374 1645 1647 1653 rBV3 22351 30705 1.21% 0.154%
18 11.457 1657 1661 1672 rVB2 154260 179529 7.09% 0.899%
19 12.474 1830 1834 1838 rBV 1251920 1133733 44.76% 5.678%
20 13.386 1985 1989 1996 rBV 65955 80129 3.16% 0.401%

21 13.521 2008 2012 2019 rBV 397293 418014 16.50% 2.094%
22 14.362 2152 2155 2160 rBV 337573 332034 13.11% 1.663%

23 14.857 2234 2239 2251 rBV 338124 459492 18.14% 2.301%
24 16.533 2522 2524 2527 rBV3 20322 29919 1.18% 0.150%

Sum of corrected areas: 19967143
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097569.D

Aca On : 10 Aug 2017 20:27

Operator : SJ/JU

Sample : 14688-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097569.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097569.D

Aca On : 10 Aug 2017 20:27

Operator : SJ/JU

Sample : 14688-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.52 7.34 ng 240605 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 482 (4.522 min): BF097569.D (-478) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SRR AR AR L |
420 4.40 4.60 4.80
Obr by SO0 80 | h77 59.00 53.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
420 4.40 4.60 4.80
59.0 1010 m/z 101.10 15.03%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 4.60 480
5000 41.0 m/z 58.00 13.64%
31.0
69.0 87.0
15.0 51.0 98.0
S UL S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e R  EARES
59.0 420 4.40 4.60 4.80
m/z 41.00 10.12%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 420 4.40 4.60 4.80

8270-BF072517.M Fri Aug 11 17:03:41 2017 Page: 3



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF081017\

BF097569.D

10 Aug 2017 20:27
SJ/JU

14688-01

11 Sample Multiplier: 1

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number

2 unknown6.17

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

6.17 71.45 ng 2342490 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.169 min): BF097569.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 54,0 %61 580 600 6.20 640 6.60
0 gL.0 e m/z 68.10 40.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 T T T Ty
580 6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.02%
0 ‘ b1 H 1 . !
L L L L L WL L ML LN L ML
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
580 600 620 6.40 660
5000 m/z 65.95 27.03%
5.0 00 g5
O e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R ma B R
57.0 132.0 580 6.00 6.20 6.40 6.60
m/z 69.10 16.09%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN AN GRN—
m/z--> 40 60 80 100 120 140 160 180 580 6.00 6. 20 6.40 6.60

8270-BF072517.M Fri Aug 11 17:03:42 2017

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097569.D

Aca On : 10 Aug 2017 20:27

Operator : SJ/JU

Sample : 14688-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.46 4.77 ng 179529 Phenanthrene-d10 10.89
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1662 (11.463 min): BF097569.D (-1657) (-) m/z 43.00 100.00%

73.0

43.0 73.0
5000
129.1
97.0 149.0 185.0 213.1 L B o Rt
: 256.2 11.20 11.40 11.60 11.80
0 m/z 60.00 90.84%
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
83.0 11.20 11.40 11.60 11.80
- 0
1570 1ggo 2130 2560 m/z 73.00 89.47%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0

11.20 11.40 11.60 11.80

5000 129.0 m/z 57.05 87.53%
171.0
97.0 214.0
152.0
Ol e el el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AL E e St et
43.0 73.0 11.20 11.40 11.60 11.80
m/z 41.00 74.86%
oL2:2 Lﬂ
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097569.D

Aca On : 10 Aug 2017 20:27

Operator : SJ/JU

Sample : 14688-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.39 3.83 ng 80129 Chrysene-di12 13.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
Abundance Scan 1990 (13.392 min): BF097569.D (-1985) (-) m/z 57.05 100.00%
57.0
T V\'/\M’LM
5000
111.1
139.1 13.00 13.20 13.40 13.60 13.80
Obrrrrrrrrid m/z 55.05 89.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55.0
97.0
5000 AR U SR BRI B
29.0 1300 13.20 13.40 13.60 13.80
: 0
195.0 m/z 43.00 88.01%
Ol e 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41,0
83.0 13.00 13.20 13.40 13.60 13.80
5000 m/z 83.10 65.53%
111.0
o 139.0 168.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55.0 13.00 13.20 13.40 13.60 13.80
m/z 69.05 59.65%
83.0
5000
29.0 111.0
ok 1 It 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097569.D

Aca On : 10 Aug 2017 20:27

Operator : SJ/JU

Sample : 14688-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .36 14.45 ng 332034 Perylene-d12 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 trans-Farnesol 222 C15H260 000106-28-5 64
4 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 50
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 50
Abundance Scan 2155 (14.362 min): BF097569.D (-2152) (-) m/z 69.10 100.00%
69.1
5000
1211 14.00 14.20 14.40 14.60
obd by 1752 217.2 2650 3413 | /5 8105  51.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 NN A AR
14.00 14.20 14.40 14.60
m/z 41.10 31.04%
o ‘d‘““yoqoﬂ3ﬁ‘ 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.00 1420 14.40 14.60
5000 m/z 95.10 14 _.13%
137.0
ol 290 105.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol e A
69.0 14.00 14.20 14.40 14.60
m/z 68.10 11.60%
5000
29. 109.0
0....1,.|M H..'.ﬂ.l,e.l.o..,z.z.z.o. e —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081017\
Data File : BF097569.D

Acq On : 10 Aug 2017 20:27

Operator : SJ/JU

Sample - 14688-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.52 7.3 ng 240605 1 6.39 655668 20.0
unknown6 .17 6.17 71.5 ng 2342490 1 6.39 655668 20.0
n-Hexadecanoic acid 11.46 4.8 ng 179529 4 10.89 753006 20.0
1-Docosene 13.39 3.8 ng 80129 5 13.52 418014 20.0
Squalene 14.36 14.4 ng 332034 6 14.86 459492 20.0
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