LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022904.D

Aca On 7 Jul 2016 20:42

Operator : UM/SJ

Sample : H3840-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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-BG070816.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 heiaht area % max. total
1 5.698 479 487 496 rBV 995766 1610686 10.45% 2.365%
2 7.302 752 760 769 rVB 709609 1184697 7.69% 1.739%
3 7.684 814 825 835 rBVY 1742819 3003671 19.48% 4.410%
4 8.154 895 905 914 rBV 390411 675833 4.38% 0.992%
5 8.477 952 960 969 rBVY 1401492 2461045 15.96% 3.613%

9.323 1097 1104 1112 rBV 1407191 2561583 16.62% 3.761%
10.980 1377 1386 1396 rVB 575408 997599 6.47% 1.465%
13.419 1793 1801 1809 rVB 3955742 6236413 40.46% 9.155%
270707 417458 2.71% 0.613%
14.799 2028 2036 2045 rBV 1082474 1730043 11.22% 2.540%
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11 16.292 2280 2290 2297 rBV 4313559 6687686 43.38% 9.818%
12 16.932 2393 2399 2408 rBV 1563092 2236221 14.51% 3.283%
13 17.555 2499 2505 2513 rBV2 1550259 2300106 14.92% 3.377%
14 17.696 2525 2529 2537 rBvV4 152842 240638 1.56% 0.353%
15 17.902 2560 2564 2573 rBV2 107458 178577 1.16% 0.262%

16 18.448 2648 2657 2672 rBV 8266241 15415474 100.00% 22.631%
17 19.694 2864 2869 2880 rBV 2918519 3712010 24.08% 5.449%
18 19.794 2883 2886 2891 rVvB2 142030 196369 1.27% 0.288%
19 20.152 2941 2947 2953 rBV 7890070 10650874 69.09% 15.636%
20 21.298 3139 3142 3152 rVB5 84691 165106 1.07% 0.242%

21 21.838 3228 3234 3243 rVB 1645726 2786794 18.08% 4_.091%
22 25.187 3793 3804 3815 rBV3 929734 2668163 17.31% 3.917%

Sum of corrected areas: 68117046
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO70816\
Data File : BG022904.D

Aca On 7 Jul 2016 20:42

Operator : UM/SJ

Sample : H3840-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
8000000

6000000

4000000

2000000

TIC: BG022904.D

7.68
8.48 9.32
5.70

7.30
8.15 10.98

0

Time--> 300 3.50 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG022904.D

8000000 18.45 20,15

6000000

16.29
4000000 13.42
19.69
2000000 16.93 17.55 21,84
14.80
14.24 A 7.70.90 k_ .79 21,30

Time--> 13.00 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: BG022904.D

8000000

6000000

4000000

2000000

25.19
O R e B I B o e e e e e e L A B e e e e e e R Bt e o e

Time--> 23.00 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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Data Path :
Data File :
Aca On :
Operator : UM/SJ
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library - C:

H3840-

Library Search Compound Report

04

6 Sample Multiplier: 1

\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1I\BNA G\DATA\BGO70816\
BG022904.D
7 Jul 2016 20:42

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 2

Peak Number 1

unknown7 .68

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

7.68 88.89 ng 3003670 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 18
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 824 (7.678 min): BG022904.D (-814) (-) m/z 132.00 100.00%
132
68
5000
40 96
7.40 7.60 7.80 8.00
bl L 179208 246 279 325351 394 453 489 | "m/z 68.10 62.43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
5000 UL L I I R
104 7.40 7.60 7.80 8.00
63 m/z 66.10 41 .40%
39 ‘
'“thm“ﬂ”'”l""|”"|""w"'|"'w""|'”'|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.00 36.00%
31 10
mz-> 50 100 150 200 250 300 350 400 450
Abundance #13677: 3-Chloro-6-fluoro-pyrazine L e
132 7.40 7.60 7.80 8.00
69 m/z 69.10 27 .95%
104
5000
31
'JWJ”L'I"'W""I"”I""I'”'I""P"'I"”I LRI I I I R
m/z--> 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00

8270-BG070816.-M Fri

Jul 08 19:17:00 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022904.D

Aca On 7 Jul 2016 20:42

Operator : UM/SJ

Sample : H3840-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.93 19.44 ng 2236220 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Undecanoic acid 186 C11H2202 000112-37-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 53

Abundance Scan 2399 (16.932 min): BG022904.D (-2393) (-) m/z 73.05 100.00%

5000

—

16.60 16.80 17.00 17.20
m/z 60.10 83.33%

410 451

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75069: Tetradecanoic acid
43 |73
5000 129 228 LA L L L L L L BB L |
16.60 16.80 17.00 17.20
185 m/z 55.10 63.88%
EE o O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60
16.60 16.80 17.00 17.20
5000 o9 m/z 43.10 62.20%
a7 129
157186
B B o o AL e e o i e o R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65562: Tridecanoic acid
43 73 16.60 16.80 17.00 17.20
m/z 41.10 60.11%
5000
J 129 171 214
o |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022904.D

Aca On 7 Jul 2016 20:42

Operator : UM/SJ

Sample : H3840-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.70 2.09 ng 240638 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 95
2 Dodecanoic acid 200 C12H2402 000143-07-7 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 2530 (17.702 min): BG022904.D (-2525) (-) m/z 73.10 100.00%

7B

5000

199 II|IIII|IIII|IIII|IIII|
242 281 316 285 a8 470 17.40 17.60 17.80 18.00

m/z 60.05 70.26%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #83686: Pentadecanoic acid
43 73

5000 129

m/z--> 0 50 100 150 200 250 300 350 400 450

17.40 17.60 17.80 18.00

199 242 m/z 57.10 59.14%
P57 ‘

Abundance
60
R BRRRS RE S
17.40 17.60 17.80 18.00
5000 129 m/z 43.10 57.96%
29 85 157
200
e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75071: Tetradecanoic acid R R R
73 17.40 17.60 17.80 18.00
43 m/z 41.10 55.45%
5000 129
185 228
m/z--> 0 50 100 150 200 250 300 350 400 450 17. 40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022904.D

Aca On 7 Jul 2016 20:42

Operator : UM/SJ

Sample : H3840-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.45 134.04 ng 15415500 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 38
Abundance Scan 2657 (18.448 min): BG022904.D (-2648) (-) m/z 73.05 100.00%
43
5000
S e ato s T30 15140 15,60 1580
o 5 328352 385 416443467 m/z 60.05 80.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92227: n-Hexadecanoic acid
43
73
5000 LR UL BB ISR U
mmmmmmmm
120 - m/z 43.10 75.24%
97
II“ HHH"::||1|7]|-||2|1?|||‘||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73
43 ' 1820 18.40 18.60 18.80
5000 m/z 55.10 68.30%
129
185 228
97
157
miz-> 50 100 150 200 250 300 350 400 450 /L
Abundance #83686: Pentadecanoic acid I AREEEEREE S e
43 73 18.20 18.40 18.60 18.80
m/z 41.05 66.52%
5000 129
97 199 242
57 \ \
§ 710 O N I SN | G
m/z--> 50 100 15 200 250 300 350 400 450 18 20 18. 40 18 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022904.D

Aca On 7 Jul 2016 20:42

Operator : UM/SJ

Sample : H3840-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.69 32.28 ng 3712010 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 2868 (19.688 min): BG022904.D (-2864) (-) m/z 73.05 100.00%

5000

185 241 L

284 1940 19.60 19:80 20.00
o 325 357 401 438 469494 n/z 43.10 82 920

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #108843: Octadecanoic acid
43 7,
129

5000 LI DL B B BB
19. 40 19 60 19. 80 2000

185 oy m/z 55.10 73.01%

284
15 ) 7\H\u\m157w e S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 73

19.40 19 60 19. 80 20.00

5000 129 m/z 57.10 72.82%
199 242
98 157
L e o o B R B LS Lo i o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75071: Tetradecanoic acid
73 19.40 19.60 19.80 20.00
23 m/z 60.10 72.13%
5000 129
185 228
m/z--> 0 50 100 150 200 250 300 350 400 450 19. 40 19 60 19. 80 20 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070816\
Data File : BG022904.D

Acq On 7 Jul 2016 20:42

Operator : UM/SJ

Sample - H3840-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
unknown7 .68 7.68 88.9 ng 3003670 1 8.15 675833 20.0
Tetradecanoic acid 16.93 19.4 ng 2236220 4 17.56 2300110 20.0
Pentadecanoic acid 17.70 2.1 ng 240638 4 17.56 2300110 20.0
n-Hexadecanoic acid 18.45 134.0 ng 15415500 4 17.56 2300110 20.0
Octadecanoic acid 19.69 32.3 ng 3712010 4 17.56 2300110 20.0
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