LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091400.D

Acq On : 2 Dec 2016 20:20

Operator : UM/SJ

Sample - H5819-08

Misc :

ALS Vial : 15 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-BF112916.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 5.041 238 241 247 rBV 1244624 1909013 35.76% 3.809%
2 5.464 275 278 280 rBV 4485461 4967040 93.06% 9.911%
3 6.493 364 368 370 rBV 4284028 5337720 100.00% 10.650%
4 6.630 377 380 382 rBV 4110513 4812810 90.17% 9.603%
5 6.859 397 400 402 rBV 1617828 1344724 25.19% 2.683%
6 7.019 411 414 416 rBV 3434854 3520520 65.96% 7.024%
7 7.419 446 449 452 rBV 2629588 2689136 50.38% 5.366%
8 8.139 510 512 515 rBV 1556545 1701636 31.88% 3.395%
9 9.225 604 607 609 rBV 5224913 5100189 95.55% 10.176%
10 9.613 639 641 643 rBVY 646437 535742 10.04% 1.069%
11 9.807 655 658 659 rBv 32005 56812 1.06% 0.113%

12 9.899 663 666 668 rvB 2420189 2132578 39.95% 4._.255%
13 10.333 703 704 706 rvVB 115344 107921 2.02% 0.215%
14 10.562 721 724 726 rBV 40583 66364 1.24% 0.132%
15 10.688 732 735 737 rBV 3334923 3650609 68.39% 7.284%

16 10.813 744 746 750 rVB 139189 196406 3.68% 0.392%
17 11.259 783 785 786 rBV 147081 123791 2.32% 0.247%
18 11.385 793 796 798 rBV 1701170 2090261 39.16% 4.171%
19 11.682 820 822 824 rBV 82878 67801 1.27% 0.135%
20 11.911 840 842 851 rVB3 448968 529282 9.92% 1.056%

21 12.619 899 904 909 rBvV2 26881 65737 1.23% 0.131%
22 12.699 909 911 917 rVvVv 159250 188334 3.53% 0.376%
23 12.974 932 935 937 rBV 3831031 5052447 94.66% 10.081%
24 13.865 1011 1013 1020 rBV 343868 353964 6.63% 0.706%
25 14.014 1023 1026 1028 rBV 2002310 1901761 35.63% 3.795%

26 14.505 1067 1069 1072 rBV 37695 61258 1.15% 0.122%
27 14.871 1098 1101 1105 rVB 149344 153031 2.87% 0.305%
28 15.122 1121 1123 1128 rBV4 23363 59954 1.12% 0.120%

29 15.442 1148 1151 1154 rBV 1103646 1341164 25.13% 2.676%

Sum of corrected areas: 50118005
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF120216\
BF091400.D

2 Dec 2016 20:20

UM/SJ

H5819-08

15 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091400.D

Acq On : 2 Dec 2016 20:20

Operator : UM/SJ

Sample - H5819-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

5.04 28.39 ng 1909010 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 241 (5.041 min): BF091400.D (-238) (-) m/z 43.00 100.00%
43
59
5000
101 R b by e un
4.80 5.00 5.20 5.40
e Sl 93l o 88 | Tm/z 59.10 53.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS UL L S R
59 480 5.00 520 540
m/z 58.00 15.66%
25 31 37 | 83 o3 1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 13.35%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e A B
59 480 5.00 5.20 5.40
m/z 41.10 8.72%
5000 41
31
| LT
"|'}§'|""l|""“*t "|§§HL" "ﬂi""l' "'I"'gﬁ T IR UL SRS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091400.D

Acq On : 2 Dec 2016 20:20

Operator : UM/SJ

Sample - H5819-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.63 Concentration Rank 1

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

6.63 71.58 ng 4812810 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 380 (6.630 min): BF091400.D (-377) (-) m/z 132.00 100.00%
5000 68
0 st | o e 620 6k Gko ko 750
B E e m/z 68.10 41 _25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 RS A RN
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.72%
‘ L | L
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.88%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.41%
5000
63 81
31 59 ! ‘\‘ w72\ ‘\ 92 10\1‘1}\2 |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091400.D

Acq On : 2 Dec 2016 20:20

Operator : UM/SJ

Sample - H5819-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method

Quant Titl

(S

TIC Library
TIC Integration Parameters: LSCINT.P

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 4

Peak Number

4 Pentadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
11.91 5.06 ng 529282 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 842 (11.911 min): BF091400.D (-840) (-) m/z 43.05 100.00%
48 60
7
5000
o7 129
115 157171185 19q 213 11.60 11.80 12.00 12.20
143
— 1991 722r 26 m/z 60.00 87.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43 60 73
29
5000 L ML BRI UL B
242 nmnmnmnm
129 0
199 m/z 57.10 79.50%
01115 143
ol e | i, |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 go 73
11.60 11.80 12.00 12.20
5000 29 m/z 73.00 77 .10%
129
256
T U5 43157171185 199213 97
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid e T A e AR
60 78 11.60 11.80 12.00 12.20
m/z 41.05 73.69%
43
5000
129
29 ‘ 115 171 214
185 \
15|-‘-‘--|‘-‘-- ‘ ‘ T"ﬁl""l""l" --‘-----1-98---- TTTT T N L L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF112916.M Mon Dec 05 12:29:38 2016

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091400.D

Acq On : 2 Dec 2016 20:20

Operator : UM/SJ

Sample - H5819-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.72 ng 353964 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90
4 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 90
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87
Abundance Scan 1013 (13.865 min): BF091400.D (-1011) (-) m/z 57.10 100.00%
57
| J\Mﬁ
4]
5000
R e
139 13.60 13.80 14.00 14.20
S 167182 208 m/z 55.10 90.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
5000 RN A BN RO
13.60 13.80 14.00 14.20
m/z 43.10 87.49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
4 o
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
83 13.60 13.80 14.00 14.20
5000 m/z 83.10 66.70%

111

139154 266

WWWTW’WTWTWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecy! ester

-

13.60 13.80 14.00 14.20
m/z 97.10 62.80%

5000

139154 182 210
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091400.D

Acq On : 2 Dec 2016 20:20

Operator : UM/SJ

Sample - H5819-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.28 ng 153031 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 .psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 83
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 78
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 78
Abundance Scan 1101 (14.871 min): BF091400.D (-1098) (-) m/z 69.05 100.00%
69
5000
41
FWWUMB 281 14.60 14.80 15.00 15.20
w"wt LD SRR SRS SRR SRR SR SR SN S N m/z 81.00 54.76%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158504: Squalene
69
5000 4l LA B SR I B
14,60 14.80 15.00 15.20
m/z 41.10 30.17%

137
kg h?% 191 231 273 341368 410
T R —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69

14.60 14. 80 15.00 15.20

5000 a m/z 95.10 15.24%
137
13 09 191 231 273 341368 410
[T T T T T T e T T e T e e e e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69 14.60 14.80 15.00 15.20

m/z 68.10 11.46%

5000
a1 137
IITNTIEN 245273301 341368 409437 477505 548 A\ \
etk 2E0 280 368 ST 05 VWV W S | W—
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 14.60 14.80 15.00 15.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF120216\

BF091400.D

2 Dec 2016 20:20

UM/SJ

H5819-08

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.63

Pentadecanoic acid

1-Docosene
Squalene

8270-BF112916.M Mon Dec 05 12:29:40 2016

5.04 28.4 ng

6.63 71.6 ng
11.91 5.1 ng
13.87 3.7 ng
14.87 2.3 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

1909010
4812810
529282
353964
153031

|--Internal Standard---|
| # RT Resp Conc]

1 6.86 1344720 20.0
1 6.86 1344720
4 11.38 2090260 20.0
5 14.01 1901760 20.0
6 15.44 1341160 20.0
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