LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120816\

Data File : BF091519.D

Acg On : 8 Dec 2016 22:57 Instrument :
Operator : UM/SJ BNA_F

Sample - H5917-02 ClientSampleld :
Misc : URSMW-08

ALS Vial : 12 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 4_.996 234 237 244 rVB 480870 635286 10.27% 1.496%
2 5.419 271 274 276 rBV 2445839 2175722 35.17% 5.123%
3 6.447 362 364 367 rBvV 1225009 1419580 22.95% 3.343%
4 6.584 373 376 379 rBV 3439594 3524181 56.97% 8.298%
5 6.813 394 396 399 rBV 1408111 1475571 23.85% 3.474%

6.973 407 410 413 rVB 3448905 3198498 51.70% 7.531%
7.385 443 446 448 rBV 3208514 3339749 53.99%% 7.864%
8.105 506 509 511 rBV 2474922 2223691 35.95% 5.236%
9.179 600 603 606 rBY 5011061 4962591 80.22% 11.685%
9.853 659 662 664 rBY 2665986 2336297 37.77% 5.501%

=
QO ~NO®

11 10.642 728 731 734 rBV 3572360 3773214 60.99% 8.884%
12 11.339 789 792 794 rBV 2257709 2430436 39.29% 5.723%
13 11.865 836 838 841 rBv2 193757 283037 4._.58% 0.666%
14 12.574 897 900 902 rBV3 25730 63388 1.02% 0.149%
15 12.654 905 907 914 rBV 451793 553162 8.94% 1.302%

16 12.928 928 931 933 rBV 5440533 6186244 100.00% 14.566%
17 13.968 1019 1022 1024 rBV 2261797 2295730 37.11% 5.405%
18 15.385 1142 1146 1148 rBV 1225751 1594123 25.77% 3.753%

Sum of corrected areas: 42470500
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120816\
Data File : BF091519.D

Acq On : 8 Dec 2016 22:57

Operator : UM/SJ

Sample : H5917-02

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF112916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091519.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120816\
Data File : BF091519.D

Acq On : 8 Dec 2016 22:57

Operator : UM/SJ

Sample : H5917-02

Misc :

ALS Vial : 12 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.

5.00 8.61 ng 635286 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Guanidine 59 CH5N3 000113-00-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 237 (4.996 min): BF091519.D (-234) (-) m/z 43.00 100.00%
43
59
5000
101 ISR R R
51, e 83 460 4.80 5.00 5.20 5.40

m/z 59.00 56.60%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 | SLILAL N INLINL L N L L L L L L B
4.60 4.80 5.00 5.20 5.40
m/z 101.10 15.51%
31 101
..,....,...‘a‘,‘....‘,‘l...,..a.,....,....,?.3..,??..,‘....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
I e e R
4.60 4.80 5.00 5.20 5.40
5000 41 m/z 58.00 15.45%
31
69 87
15 51 98
mmwmmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e Al B e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.61%
5000 41
68
.50 .| 126 149 \
T T e T e e e e A e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120816\
Data File : BF091519.D

Acq On : 8 Dec 2016 22:57

Operator : UM/SJ

Sample : H5917-02

Misc :

ALS Vial : 12 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 2 unknown6.58 Concentration Rank 1

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

6.58 47.77 ng 3524180 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 376 (6.584 min): BF091519.D (-373) (-) m/z 132.00 100.00%
32
5000 o8
| 75 % 104 ‘ 620 640 660 680 7.00
..,....,....,...!,“.'.‘.‘?" bl b 87 iy 15 W “m/z 68.10  51.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AN AR RN
6.20 6.40 6.60 6.80 7.00
78 m/z 66.00 35.52%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
BRSNS SRS RS LA
6.20 6.40 6.60 6.80 7.00
5000 97 m/z 134.00 32.24%

70
31 4451 60

T 86 105 116
wwmmwwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 20.83%

5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120816\
Data File : BF091519.D

Acq On : 8 Dec 2016 22:57

Operator : UM/SJ

Sample : H5917-02

Misc :

ALS Vial : 12 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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.33 ng 283037 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 838 (11.865 min): BF091519.D (-836) (-) m/z 43.05 100.00%
48 60
5000
T ats? 23 oo 1180 20 20
143 171185 : : : :
S— 199 2ar 2% m/z 60.00 88.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o,
5000 LRI B SN B SR
nmnmnmnm
m/z 57.10 76.00%
Il A \“ \H %01;}5 \ 1431571711851992132272422?6
m/z--> 25 Jo 80 100 150 150 160 180 200 220 240 260
Abundance
43 60 73
- 11,60 11.80 12.00 12.20
5000 m/z 41.10 74.21%
o 129 242
101115 | 143157171185 5130
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid B .
60 73 11.60 11.80 12.00 12.20
43 m/z 73.00 74 .16%
5000 129
29
15 NN D
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\BF120816\
Data File : BF091519.D

Acq On : 8 Dec 2016 22:57

Operator : UM/SJ

Sample : H5917-02

Misc :

ALS Vial : 12 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.65 4.82 ng 553162 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 60
4 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 907 (12.654 min): BF091519.D (-905) (-) m/z 43.05 100.00%
73
5000
1240 1260 12.80 13.00
R L m/z 57.05 83.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid
43
73 284
5000 L UL BRI BN B
12. 40 12. 60 12. 80 13. oo
m/z 60.00 76.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
1240 1260 12.80 13.00
5000 29 m/z 55.05 70.26%
129
256
59 7 115 157171 194 213,558
mmmﬁq‘wwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid AR AR
73 12.40 12.60 12.80 13.00
43 m/z 41.05 69.43%
5000 129
185 228
T \m 140150 .\..1.9?%.1?.!..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120816\
Data File : BF091519.D

Acq On : 8 Dec 2016 22:57

Operator : UM/SJ

Sample : H5917-02

Misc :

ALS Vial : 12 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 8.6 ng 635286 1 6.81 1475570 20.0
unknown6 .58 6.58 47.8 ng 3524180 1 6.81 1475570 20.0
n-Hexadecanoic acid 11.87 2.3 ng 283037 4 11.34 2430440 20.0
Octadecanoic acid 12.65 4.8 ng 553162 5 13.97 2295730 20.0
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