LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF050517\

Data File : BF094932.D

Acg On : 5 May 2017 23:23

Operator : SJ/MA

3?22'6 i 12950-01 SB-8(0-2)20170502
ALS Vial : 14 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 5.031 522 526 548 rBvV 149867 290119 12.88% 1.599%
2 5.666 630 634 660 rBvY 1098198 1731839 76.86% 9.544%
3 7.260 900 905 921 rBV 1163308 1698651 75.38% 9.361%
4 7.378 921 925 939 rVvB 1388751 1965702 87.24% 10.832%
5 7.719 979 983 993 rBVY 400606 478559 21.24% 2.637%

6 7.960 1019 1024 1039 rVB 1263947 1530099 67.90% 8.432%
7 8.619 1131 1136 1157 rBV 770756 1105562 49.06% 6.092%
8 9.742 1322 1327 1349 rBV 442883 624308 27.71% 3.440%
9 11.513 1623 1628 1643 rBY 1754874 2253309 100.00% 12.417%
10 12.213 1743 1747 1759 rBvV 98595 140648 6.24% 0.775%
11 12.572 1803 1808 1817 rBV2 517598 708307 31.43% 3.903%
12 13.413 1946 1951 1956 rVB 25343 28903 1.28% 0.159%
13 13.866 2023 2028 2043 rBvV 800446 1235517 54.83% 6.809%
14 14.189 2078 2083 2086 rBvV 31296 39574 1.76% 0.218%
15 14.918 2203 2207 2211 rBvV 20550 24657 1.09% 0.136%
16 14.971 2211 2216 2231 rVV2 484245 736444 32.68% 4 .058%
17 15.942 2376 2381 2388 rBvV2 63720 96463 4.28% 0.532%
18 17.295 2606 2611 2626 rBY 1855340 2070935 91.91% 11.412%
19 18.583 2821 2830 2835 rBvV7 19165 62358 2.77% 0.344%
20 18.636 2835 2839 2854 rVB 521139 705313 31.30% 3.887%
21 19.771 3028 3032 3037 rVB 59129 59161 2.63% 0.326%
22 20.300 3117 3122 3137 rBV 343444 533157 23.66% 2.938%
23 21.059 3247 3251 3259 rBV2 17269 26815 1.19% 0.148%
Sum of corrected areas: 18146400
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO050517\
Data File : BF094932.D

Acg On : 5 May 2017 23:23

Operator : SJ/MA

Sample : 12950-01

Misc :

ALS Vvial : 14 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

Abundance TIC: BF094932.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094932.D

Acq On : 5 May 2017 23:23

Operator : SJ/MA

Sample : 12950-01

Misc :

ALS Vial : 14 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 12.12 ng 290119 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 45
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 526 (5.031 min): BF094932.D (-522) (-) m/z 43.00 100.00%
a3
59
5000
101 R
460 480 500 520 540
...,....,....,....',':...,?3.:.,....,....,?3...,....,|....,. m/z 59.00 57.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 500 5.20 5.40
59 m/z 101.10 20.97%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 15.40%
101
15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- e B L R ERmmsmes
59 460 480 500 520 540
31 m/z 41.10 10.02%
5000 41
73
s 1,147 53“ | 87 102
miz--> A D S N I PO S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094932.D

Acq On : 5 May 2017 23:23

Operator : SJ/MA

Sample : 12950-01

Misc :

ALS Vial : 14 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 2 unknown7.38 Concentration Rank 1

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

7.38 82.15 ng 1965700 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 925 (7.378 min): BF094932.D (-921) (-) m/z 132.00 100.00%
5000 68
© s || S pens | T 7o 70 7k 7o
Ol il 7 87 L JO0US m/z 68.10  37.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AU I I UL
7.00 7.20 7.40 7.60 7.80
31 51 78 m/z 134.00 32.01%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 22.48%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.05 14.76%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80

8270-BF050217.M Mon May 08 17:42:53 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094932.D

Acq On : 5 May 2017 23:23

Operator : SJ/MA

Sample : 12950-01

Misc :

ALS Vial : 14 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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.62 ng 96463 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
5 Oxalic acid, allyl dodecyl ester 298 C17H3004 1000309-24-0 14
Abundance Scan 2381 (15.942 min): BF094932.D (-2376) (-) m/z 73.00 100.00%
6073
5000 129
213 AR NARSE AR RS
I H “ gr 115 149 171185 00" [ 5, 256 1560 1580 16.00 16.20
e el m/z 43.10 92.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
15.60 15.80 16.00 16.20
m/z 60.00 79.83%
143187171185, 213
f Il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
A
B R e e S ma
15.60 15.80 16.00 16.20
5000 129 m/z 41.00 73.80%
87 242
143 199
115 185
101 157171 213
S L o o e R B RN R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78 15.60 15.80 16.00 16.20
m/z 57.10 69.26%
43
5000
129
29 ‘ 115 11 214
185
15,.\.‘..,\.‘..”.” M 2 | Mg |
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\BF050517\
Data File : BF094932.D

Acq On : 5 May 2017 23:23

Operator : SJ/MA

Sample : 12950-01

Misc :

ALS Vial : 14 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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.77 2.22 ng 59161 Perylene-di12 20.31
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 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 .psi.,.psi.-Carotene, 7,7",8,8",... 547 C40H66 000502-62-5 74
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 3032 (19.771 min): BF094932.D (-3028) (-) m/z 69.10 100.00%
69
5000
41 95 e S e
|| 137 101 19.40 19.60 19.80 20.00
b b b 5 | m/z 81.00 51.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000{ 4!
19.40 19.60 19.80 20.00
m/z 41.10 26.51%
9% 137
CLb a1ty 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
19.40 19.60 19.80 20.00
5000 m/z 95.10 18.51%
41

95 137
117 163 191 217 245 273 299 341 367 410

|
m/z--> 50 100 150 200 250 300 350 400

Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 19.40 19.60 19.80 20.00
m/z 137.10 11.74%
5000 41
93
136
i “”*u%?% J.gl?{ 192 231 273 315341 384

)
I | T T
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094932.D

Acq On : 5 May 2017 23:23

Operator : SJ/MA

Sample : 12950-01

Misc :

ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 12.1 ng 290119 1 7.72 478559 20.0
unknown? .38 7.38 82.2 ng 1965700 1 7.72 478559 20.0
n-Hexadecanoic acid 15.94 2.6 ng 96463 4 14.97 736444 20.0
Squalene 19.77 2.2 ng 59161 6 20.31 533157 20.0
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