LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101847.D

Acq On : 2 Jan 2018 13:29

Operator : SJ/JU

Sample - 17100-02

Misc :

ALS Vial : 7 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 5.004 492 496 511 rBV 223220 422037 13.31% 1.592%
2 5.404 561 564 595 rBV 2182067 3169741 100.00% 11.953%
3 6.428 735 738 756 rBV 2340261 3139442 99.04% 11.839%
4 6.551 756 759 771 rVB 2694828 2960054 93.38% 11.163%
5 6.775 794 797 807 rBVY 740372 798024 25.18% 3.009%

6.933 820 824 846 rBV 2238486 2287097 72.15% 8.625%
7.351 891 895 915 rBV 1761241 1978823 62.43% 7.462%
8.063 1012 1016 1029 rBV 940783 1025438 32.35% 3.867%
8.622 1108 1111 1120 rBV 209476 215458 6.80% 0.813%
9.133 1194 1198 1206 rBV 3067518 2722739 85.90% 10.268%

=
QO ~NO®

11 9.533 1262 1266 1272 rBV 380852 357549 11.28% 1.348%
12 9.816 1310 1314 1321 rVB 1062220 964587 30.43% 3.638%
13 10.527 1432 1435 1443 rBV 752021 623555 19.67% 2.351%
14 10.616 1446 1450 1462 rBV 1298736 1384900 43.69% 5.223%
15 11.310 1564 1568 1575 rBV 827242 782361 24.68% 2.950%

16 11.821 1651 1655 1666 rBV2 171491 208179 6.57% 0.785%
17 12.604 1785 1788 1793 rBV 104188 116188 3.67% 0.438%
18 12.886 1832 1836 1840 rBV 1819695 1723093 54.36% 6.498%
19 13.762 1982 1985 1991 rBV 169679 174437 5.50% 0.658%
20 13.962 2015 2019 2027 rBV 706376 770907 24.32% 2.907%

21 15.433 2265 2269 2278 rBV 475515 692889 21.86% 2.613%

Sum of corrected areas: 26517498
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF010218\

BF101847.D

2 Jan 2018 13:29

SJ/JuU

17100-02

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF101847.D

6.55

6.43

5.40 6.93

7.35

6.77

5.00

0
Time-->

5.00

5.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

8.06

TIC: BF101847.D

12.89

10.62
9.82
10.5 11.31

9.53

X

o
Time-->

L == T T
10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000
13.76

0

TIC: BF101847.D

13.96

15.43

Time-->

14.00

19.00

18.00 18.50

16.50 17.00 17.50

14.50

15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101847.D

Acq On : 2 Jan 2018 13:29

Operator : SJ/JU

Sample - 17100-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 4

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

5.00 10.58 ng 422037 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 495 (4.998 min): BF101847.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101 450 4% 880 550 50
Ol S8BT 59 10 56. 99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U AR A I
59 460 4.80 5.00 520 5.40
m/z 101.10 17.10%
15 31 101
0 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 14 .92%
101
15 97 71
0 33 49 %6 g2 77 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- S R EEmmmme ST S
50 460 480 500 520 540
31 m/z 41.05 9.77%
5000 41
73
0 1\5 ‘ | 147 53\‘ , ‘ 87 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101847.D

Acq On : 2 Jan 2018 13:29

Operator : SJ/JU

Sample - 17100-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 unknown6.55 Concentration Rank 1

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

6.55 74.18 ng 2960050 1,4-Dichlorobenzene-d4 6.78
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 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 759 (6.551 min): BF101847.D (-756) (-) m/z 132.00 100.00%
5000 68
620 640 660 680
o B E e m/z 68.10 42 .28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BN S SR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32 .34%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 660 680
5000 67 m/z 66.10 26.60%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 16.50%
5000 og 0
ob ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?,
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101847.D

Acq On : 2 Jan 2018 13:29

Operator : SJ/JU

Sample - 17100-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 2-Hydroxy-iso-butyrophenone Concentration Rank 7

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

8.62 4.20 ng 215458 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 90
2 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 50
3 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 23
4 Propanedioic acid, (benzoylhydra... 282 C12H14N206 1000142-99-9 23
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 9

Abundance Scan 1111 (8.622 min): BF101847.D (-1108) (-) m/z 59.05 100.00%
59
5000
77 105
43 ISR LS SR
U o1 | 119 149 820 8.40 8.60 8.80 9.00
O e e e m/z 105.00 25.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
5000 AR LA SRS AR
820 8.40 8.60 8.80 9.00
43 77 105 m/z 77.00 23.94%
31
0 | Lo | 149
miz--> % 40 e 8 100 130 o 18 1%
Abundance
59
820 8.40 8.60 8.80 9.00
5000 m/z 43.00 14 _.75%
75 105
43
o 121 149 165 180
s 20 A e0 d0 o mo o o 1o ..
Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester A R B e i
59 820 8.40 8.60 8.80 9.00
m/z 50.95 14 .72%
5000
43
o 15 m‘ \‘ .70 89 117
m/z--> 20 40 60 80 100 120 140 160 180 820 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101847.D

Acq On : 2 Jan 2018 13:29

Operator : SJ/JU

Sample - 17100-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.53 12.93 ng 623555 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Vinyl benzoate 148 C9H802 000769-78-8 47
3 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 47
Abundance Scan 1435 (10.527 min): Bdl):101847.D (-1432) () m/z 105.00 100.00%
105
77
5000 182
51 RN | G
152 10.20 10.40 10.60 10.80
| S— .'|. (03 87 | 115126137 O 165 m/z 77.00 62.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 UV AR UL
51 10.20 10.40 10.60 10.80
m/z 182.05 51.37%
o 27 39 | 63 | ‘ 126 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
77 10.20 10.40 10.60 10.80
5000 m/z 51.00 25.31%
51
15 27 39 65 91 148
O T e e S B B o
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22632: 1-Butanone, 1-phenyl-
105 10.20 10.40 10.60 10.80
27 m/z 181.10 8.11%
5000
51
. ¥ | s | o1 | 153 148
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101847.D

Acq On : 2 Jan 2018 13:29

Operator : SJ/JU

Sample - 17100-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.82 5.32 ng 208179 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1655 (11.821 min): BF101847.D (-1651) (-) m/z 43.05 100.00%
48 60 73
5000 129
97 213 R SR SRS SO I
S 143157171185 o0 | oy 256 11.60 11.80 12.00 12.20
(SN [ m/z 73.00 99.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
11.60 11.80 12.00 12.20
m/z 60.00 86.94Y%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.60 11.80 12.00 12.20
5000 - 129 m/z 57.05 78 .49%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #95851: Pentadecanoic acid L o o o e
43 60 73 nmnmnmnm
m/z 55.10 71.48%
5000 129
29
199
L#“ 143157171185 242
015 e RS ma s )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101847.D

Acq On : 2 Jan 2018 13:29

Operator : SJ/JU

Sample - 17100-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.60 2.97 ng 116188 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 60
Abundance Scan 1787 (12.598 min): BF101847.D (-1785) (-) m/z 43.05 100.00%
5000 129
97 241 Trrryrrrryrrrr|yrrrr[1rrr
115 | 1431571715199, 5 284 12.20 12.40 12.60 12.80 13.00
o.”,”“hhb m/z 73.00 96.00%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73
5000 129 R e IR e
nmnmnmnmnm
m/z 60.00 91.57%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 80
12)20 12!40 12!60 12)80 13!00
5000 129 m/z 55.00 85.43%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid e o
3 78 12.20 12.40 12.60 12.80 13.00
57 m/z 57.05 85.39Y%
- il MAJNW
29
199
Lji 143157171185 242
015 R B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101847.D

Acq On : 2 Jan 2018 13:29

Operator : SJ/JU

Sample - 17100-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 8 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.76 4_.53 ng 174437 Chrysene-d12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1985 (13.762 min): BF101847.D (-1982) (-) m/z 57.10 100.00%
57
83
5000 11
N AR AU B
139 13.40 13.60 13.80 14.00
) — H L1906 1960243 | "n/z 43.05  87.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 DAL SR RN I
m 13.40 13.60 13.80 14.00
29 m/z 55.05 79.08%
‘ \‘ 139 182 210
OII‘\III\ ‘ l\\ ..‘.ll...|....|....|....|..
m/z--> 50 150 200 250 300 350 400
Abundance
55 83
13.40 1360 13.80 14.00
5000 11 m/z 83.10 75.64%
29
0 139 167 106 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R AR
57 13.40 13.60 13.80 14.00
83 m/z 69.05 71.92%
- 1 Miw
29 169
0..J...‘..‘.kliuuhfl?.g‘....2].-0...25.5... ....|....40.6. I B
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101847.D

Acq On : 2 Jan 2018 13:29

Operator : SJ/JU

Sample - 17100-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.00 10.6 ng 422037 1 6.78 798024 20.0
unknown6 .55 6.55 74.2 ng 2960050 1 6.78 798024 20.0
2-Hydroxy-iso-but. .. 8.62 4.2 ng 215458 2 8.06 1025440 20.0
Benzophenone 10.53 12.9 ng 623555 3 9.82 964587 20.0
n-Hexadecanoic acid 11.82 5.3 ng 208179 4 11.31 782361 20.0
Octadecanoic acid 12.60 3.0 ng 116188 4 11.31 782361 20.0
Cyclopentadecane 13.76 4.5 ng 174437 5 13.96 770907 20.0
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