LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095724.D

Acq On : 6 Jun 2017 23:12

Operator : SJ/MA

Sample : 13478-01

Misc :

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-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 height area % max. total
1 4.604 510 513 539 rBvY 57233 173273 7.68% 0.975%
2 5.281 623 628 663 rBVY 1119729 1886458 83.64% 10.618%
3 6.939 905 910 922 rBV 1220522 1823842 80.87% 10.266%
4 7.039 922 927 938 rVB 1496296 2078107 92.14% 11.697%
5 7.380 981 985 996 rBV 364075 471203 20.89% 2.652%
6 7.622 1020 1026 1041 rBV 1145204 1575370 69.85% 8.867%
7 8.298 1136 1141 1163 rBVY 835316 1157221 51.31% 6.514%
8 9.410 1326 1330 1353 rBVY 487626 636605 28.23% 3.583%
9 11.198 1627 1634 1651 rBV 1735952 2255379 100.00% 12.695%
10 11.886 1747 1751 1763 rBV 176362 214081 9.49% 1.205%
11 12.233 1805 1810 1816 rBV2 530262 654799 29.03% 3.686%
12 13.098 1952 1957 1962 rVB 21656 27081 1.20% 0.152%
13 13.527 2025 2030 2038 rBVY 829570 1074416 47.64% 6.048%
14 13.862 2083 2087 2096 rBV 24774 34841 1.54% 0.196%
15 14.627 2212 2217 2229 rVB 445114 599959 26.60% 3.377%
16 15.156 2304 2307 2316 rBB 15377 22825 1.01% 0.128%
17 15.645 2385 2390 2400 rBvV2 121618 156235 6.93% 0.879%
18 16.450 2524 2527 2535 rVB2 22760 29704 1.32% 0.167%
19 16.750 2573 2578 2586 rBV2 55093 87734 3.89% 0.494%

20 17.003 2615 2621 2624 rBV 1330056 1622072 71.92% 9.130%

21 18.250 2827 2833 2844 rBV 107452 163586 7.25% 0.921%
22 18.339 2844 2848 2854 rBV 403875 462198 20.49% 2.602%

23 19.491 3039 3044 3049 rVB 47378 54704 2.43% 0.308%

24 19.615 3061 3065 3069 rBV 23642 36929 1.64% 0.208%

25 19.956 3120 3123 3127 rBV 21325 22925 1.02% 0.129%

26 20.003 3127 3131 3141 rVvVv 325108 415414 18.42% 2.338%

27 20.491 3211 3214 3220 rBV6 19240 29251 1.30% 0.165%
Sum of corrected areas: 17766212
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095724.D

Acq On : 6 Jun 2017 23:12

Operator : SJ/MA

Sample : 13478-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095724.D
1500000 7.04
6.9%
5.28 7.62
1000000
8.30
500000
7.38
4.60

O LA A e e o e o e o e L e e e o o e e I e e e e o e e o o LN e e o o Eamam
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 8.00 8.50 9.00
Abundance TIC: BF095724.D

1120
1500000
1000000
13.53
12.23
500000, 941 14.63
11.89 15.64

0 13.10 13.86 15.16 16.45
Time--> 9.50 10.00 1050 11.00 1150 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50
Abundance TIC: BF095724.D
1500000

17.00
1000000
500000 18.34
20.00

6.75 18 1949

o M A
Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 21.50 22.00 2250 23.00 2350 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095724.D

Acq On : 6 Jun 2017 23:12

Operator : SJ/MA

Sample : 13478-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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.

4.60 7.35 ng 173273 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 512 (4.598 min): BF095724.D (-510) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 420 4.40 4.60 4.80 5.00
o) SEEEEEEESESRRY 1 ¥ FEMIMSSSOVS | SIS MMM S m/z 59.10 58.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS SRR UL
59 420 4.40 4.60 4.80 5.00
m/z 101.00 22 .14%
15 31 101
o \ 25,7 37, 53, 83
miz--> A S D A N T
Abundance
59
420 440 460 480 500
5000 43 m/z 58.00 14 _.06%
31
15 69 87
e S S UL SULIULS SUSIILS IS IULIULS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- T
59 420 440 460 480 5.00
31 m/z 41.00 9.06%
5000 41
73
0 1\5 [ 1] 147 53\‘ , ‘ 87 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 440 4.60 4&'30 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095724.D

Acq On : 6 Jun 2017 23:12

Operator : SJ/MA

Sample : 13478-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 unknown7.04 Concentration Rank 1

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

7.04 88.20 ng 2078110 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 927 (7.039 min): BF095724.D (-922) (-) m/z 131.95 100.00%
32
5000 o8
| 9|6 104 e " 680 7.00 7.20 7.40
O R e S e i A e m/z 68.05 36.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R UL R
6.80 7.00 7.20 7.40
31 78 m/z 134.00 33.29%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 21.90%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L B
132 6.80 7.00 7.20 7.40
m/z 96.10 14 .64%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
s B % % 4w & T e % 10 110 135 1 1% 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095724.D

Acq On : 6 Jun 2017 23:12

Operator : SJ/MA

Sample : 13478-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 5
R.T. EstConc Area Relative to ISTD R.T.
15.64 5.21 ng 156235 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2389 (15.639 min): BF095724.D (-2385) (-) m/z 73.00 100.00%
60 73
5000 129
14“ 7 115 149 171 213 LRI BUAALN BN I B
01 185 256 15.40 15.60 15.80 16.00
(o} m/z 43.10 97 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
15.40 15.60 15.80 16.00
m/z 60.00 94 .03%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 " 1540 15.60 15.80 16.00
5000 - 129 m/z 57.10 78 .14%
87 15 oh 214
101 143157 | 185
O A R L R BEARNSEEESE
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
43 60 73 15.40 15.60 15.80 16.00
m/z 41.10 70.64%
5000 129
29
199
L#“ 143157171185 242
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095724.D

Acq On : 6 Jun 2017 23:12

Operator : SJ/MA

Sample : 13478-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 6 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.25 7.08 ng 163586 Chrysene-di2 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95
Abundance Scan 2833 (18.250 min): BF095724.D (-2827) (-) m/z 57.10 100.00%
87 83
5000 111
‘ | 139 207 234 18.00 18.20 18.40 18.60
ol R Ly m/z 83.10 90.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000
18.00 18.20 18.40 18.60
29 125 m/z 55.10 90.15%
oL A, “ h Ll I“}, 19224 269 0
m/z--> 50 200 250 300 350 400
Abundance
57
83
18.00 18.20 18.40 18.60
5000 11 m/z 43.10 87.12%
29 139 199 210 255 406
O R oo e
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
18.00 18.20 18.40 18.60
83 m/z 97.10 85.51%
5000 111
29
o .J. | I‘ .‘.‘ I‘I\i JI\U\?BIIQI |1|§2 2]\-OI ; |25|5| — |35|6| —
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095724.D

Acq On : 6 Jun 2017 23:12

Operator : SJ/MA

Sample : 13478-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 7 Squalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.49  2.63ng 54704  Perylene-d12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squatene 410 C30HS0 000111-02-4 91

2 2,6,10,14,18-Pentamethyl-2,6,10, ...
3 Hexadeca-2,6,10,14-tetraen-1-ol, ...
4 Docosa-2,6,10,14,18-pentaen-22-a. ..

342 C25H42
290 C20H340
384 C27H440

075581-03-2 91
007614-21-3 87
1000163-04-7 86

5 Supraene 410 C30H50 007683-64-9 78
Abundance Scan 3044 (19.491 min): BF095724.D (-3039) (-) m/z 69.05 100.00%
69
5000
41 o5
1T1 49 101 19.20 19.40 19.60 19.80
bbb i W g Ay m/z 81.05 58.83%
miz-> 0 50 100 150 200 250 300 350 400
Abundance #215933: Squalene
69
5000
41 19.20 19.40 19.60 19.80
95 4137 m/z 41.05 22 .46%
0 17 nrl “\ “ M\ h“‘ wH \“ H‘| \‘1§1 “1?1‘ 231 273 299 341 367 410
L = I S =
miz-> 0 50 100 150 200 250 300 350 400
Abundance
69
e
19.20 19.40 19.60 19.80
so00l 41 m/z 95.05 17.93%
e 121
o 149 177 205 45 273 299 342
R
mz-> 0 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram...
69 19.20 19.40 19.60 19.80
m/z 121.00 13.65%
5000
41
93
135
TR DO SN B SR (NN
miz-> 0 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095724.D

Acq On : 6 Jun 2017 23:12

Operator : SJ/MA

Sample : 13478-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.60 7.3 ng 173273 1 7.38 471203 20.0
unknown? .04 7.04 88.2 ng 2078110 1 7.38 471203 20.0
n-Hexadecanoic acid 15.64 5.2 ng 156235 4 14.63 599959 20.0
Trifluoroacetoxy ... 18.25 7.1 ng 163586 5 18.34 462198 20.0
Squalene 19.49 2.6 ng 54704 6 20.00 415414 20.0
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