LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG062117\

Data File : BG027590.D

Acq On - 22 Jun 2017 11:01 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 13799-03 530395480
ALS Vial : 31 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_G\METHODS\8270-BG062117 .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 5.638 292 298 306 rBvV 65791 111164 5.17% 1.110%
2 6.085 367 374 387 rBVY 402362 680782 31.68% 6.799%
3 7.642 631 639 648 rBVY 406953 750120 34.90% 7.492%
4 8.035 699 706 716 rBVY 392770 705869 32.84% 7 .050%
5 8.505 778 786 795 rBB 84954 149983 6.98% 1.498%

8.829 834 841 849 rBV 268155 490108 22.80% 4 _.895%
9.669 974 984 995 rBV 224267 438441 20.40% 4_379%
11.320 1258 1265 1273 rVB 122424 225025 10.47% 2.247%
13.711 1662 1672 1680 rBV 669878 1066712 49.63% 10.654%
14.522 1802 1810 1815 rBV 56728 88811 4._.13% 0.887%

=
QO ~NO®

11 15.086 1900 1906 1914 rBV3 196421 332913 15.49% 3.325%
12 16.572 2152 2159 2172 rBV 677911 1038348 48.31% 10.370%
13 17.836 2367 2374 2380 rBV 314555 504505 23.47% 5.039%
14 18.676 2512 2517 2528 rBV 36418 59062 2.75% 0.590%
15 20.415 2807 2813 2819 rBV 1629941 2149260 100.00% 21.465%

16 21.755 3036 3041 3050 rBV3 30869 65847 3.06% 0.658%
17 22.201 3110 3117 3126 rVB 311989 589262 27.42% 5.885%
18 25.838 3721 3736 3752 rBV3 175464 566547 26.36% 5.658%

Sum of corrected areas: 10012759
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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:\HPCHEMI\BNA_G\DATA\BG062117\

BG027590.D

22 Jun 2017 11:01

SJ/JuU

13799-03

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027590.D

1500000

1000000

500000 6.08 7.64 804

8.83 967
5 6 B.E1 “ 11.32
O T e T T R T R T T R e e T T T T T T T R T
Time--> 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG027590.D
20.41
1500000
1000000
13.71 16.57
500000
17.84 22.20
15.09
14.52 A 18.68 21.75

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG027590.D

1500000

1000000

500000

25.84
(0 A L R i B B s B B s B L B B

Time--> 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027590.D

Acq On : 22 Jun 2017 11:01

Operator : SJ/JU

Sample : 13799-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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 3

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

5.64 14.82 ng 111164 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 298 (5.638 min): BG027590.D (-292) (-) m/z 43.00 100.00%
43
59
5000
T "ok ko Sk b0
o..,....,....l,'!:..‘??.-:Ii....,....,?.3..,....,....,....,....,....,...., m/z 59.10 63.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U R L
5.40 5.60 5.80 6.00
59 101 m/z 101.00 21.49%
o 2 36, 51 H 67 76 83 91
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
31 59
540 560 580 600
5000 m/z 58.00 17.76%
41
ol 24 50 73 gy 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
509 5.40 5.60 5.80 6.00
m/z 41.00 12.27%
5000 41
68
0 Il s0 | 126 142 \
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027590.D

Acq On : 22 Jun 2017 11:01

Operator : SJ/JU

Sample : 13799-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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 unknown8.04 Concentration Rank 1

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

8.04 94.13 ng 705869 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 707 (8.041 min): BG027590.D (-699) (-) m/z 131.95 100.00%
132
5000 68
40 o 54 75 % 7.80 8.00 8.20 840
48 > 62 103 00 699 .20 8.
0....,...!I'!..:,!!..,:!-.'.|,..':'.,..5.37.,..!-.,.'!':.,.1.1?.,...., brr | 'm/z 68.00 50.17%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o BARAS NARA MRS R RS
7.80 8.00 8.20 8.40
21 70 m/z 66.00 33.74%
oL st % 7T s 05 a6
miz--> 3 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o ~7.80 8.00 8.20 840
5000 m/z 134.00 31.93%
78
31 35 ,, 51
e R RS RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- B
132 7.80 8.00 8.20 8.40
m/z 69.10 22.02%
5000
69
57
39 76
89 103
0""l""l""lTl""l(??''|""l""l"?Tl""l'l'l'S'|""|"'l" U LS RSN IR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027590.D

Acq On : 22 Jun 2017 11:01

Operator : SJ/JU

Sample : 13799-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.68 2.34 ng 59062 Phenanthrene-d10 17.84
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2518 (18.682 min): BG027590.D (-2512) (-) m/z 73.00 100.00%

||| | 171185199 18.40 18.60 18.80 19.00

60 73
41
5000
5 129 213
g 115 157 256

b i L m/z 60.00 88.97%
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

18.40 18.60 18.80 19.00
m/z 55.00 79.18%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.40 18.60 18.80 19.00
50000 o 129 m/z 41.00 72.80%
87 242
143 199
115 185
101 157171 213
O T T T T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 18.40 18.60 18.80 19.00
2 m/z 43.00 70.20%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol \ 0 el 1 T N
m/z--> 80 100 120 140 160 180 200 220 240 260 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027590.D

Acq On : 22 Jun 2017 11:01

Operator : SJ/JU

Sample : 13799-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.75 2.23 ng 65847 Chrysene-d12 22.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91

Abundance Scan 3040 (21.749 min): BG027590.D (-3036) (-) m/z 55.10 100.00%

55

5000

%

21.40 21.60 21.80 22.00

0! m/z 83.10 98.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000
21.40 21.60 21.80 22.00
29 125 m/z 43.00 87.77%
0 ‘ “‘ ‘ “ i ‘\ 4 154 179196 224 251 269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
21.40 21.60 21.80 22.00
5000 11 m/z 57.10 86.20%
29
o 140 165182 210 537255 306
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
83 21.40 21.60 21.80 22.00

m/z 97.10 83.76%

5000 ‘

o \“ 167 195 222 250 280 308 336
”w””“”.”” -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027590.D

Acq On : 22 Jun 2017 11:01

Operator : SJ/JU

Sample : 13799-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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... 5.64 14.8 ng 111164 1 8.51 149983 20.0
unknown8.04 8.04 94.1 ng 705869 1 8.51 149983 20.0
n-Hexadecanoic acid 18.68 2.3 ng 59062 4 17.84 504505 20.0
Trifluoroacetoxy ... 21.75 2.2 ng 65847 5 22.20 589262 20.0
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