LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022915.D

Aca On > 8 Jul 2016 4:03

Operator : UM/SJ

Sample : H3841-03

Misc :

ALS Vial : 17 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 5.699 480 487 497 rBV 1051170 1689985 6.97% 2.042%
2 7.303 752 760 771 rBV 746115 1317339 5.43% 1.592%
3 7.685 817 825 834 rVB 1852196 3273543 13.50% 3.956%
4 8.155 897 905 912 rBV 417243 696778 2.87% 0.842%
5 8.478 950 960 970 rBVY 1529893 2717235 11.20% 3.284%

9.324 1096 1104 1114 rBV 1529050 2810782 11.59% 3.397%
10.981 1379 1386 1395 rVB 623000 1109287 4._.57% 1.341%
13.419 1793 1801 1809 rVB 4311836 6947892 28.64% 8.397%
14.800 2028 2036 2043 rBV2 1126644 1862962 7.68% 2.251%
16.292 2281 2290 2297 rBV 4574660 7114144 29.33% 8.598%

=
QO ~NO®

11 16.939 2389 2400 2418 rBV 2767026 4415459 18.20% 5.336%
12 17.556 2499 2505 2511 rVB2 1574610 2368313 9.76% 2.862%
13 17.697 2525 2529 2537 rBV2 267752 392529 1.62% 0.474%
14 18.460 2648 2659 2674 rBV 11644487 24257322 100.00% 29.316%
15 19.694 2864 2869 2889 rVB 3800028 5412494 22 _.31% 6.541%

16 20.158 2942 2948 2954 rVB 7870969 10807753 44.55% 13.062%
17 21.845 3228 3235 3243 rVB 1582611 2838833 11.70% 3.431%
18 25.200 3795 3806 3819 rvB2 893590 2711497 11.18% 3.277%

Sum of corrected areas: 82744147

8270-BG0O70816.M Fri Jul 08 19:27:33 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO70816\
Data File : BG022915.D

Aca On - 8 Jul 2016 4:03

Operator : UM/SJ

Sample : H3841-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BG022915.D

le+07
8000000
6000000
4000000

2000000 7.68 8.48 932

5.70
7.30 8.15 10.98

R T T L L L L = = SIS SRR

Time--> 300 3.50 4.00 450 500 550 600 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG022915.D
18.46

le+07

8000000 20.16

6000000

16.29
13.42 19.69

4000000
16.94

2000000 17.56 21.84
14.80

7.70
L0 o B L o LA A 2 e e o e o e o o e e e e S S S EE R R e e e B

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: BG022915.D

le+07
8000000
6000000
4000000

2000000
25.20

A

T T T T T T e T T T T T T T T T T T T

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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022915.D

Aca On > 8 Jul 2016 4:03

Operator : UM/SJ

Sample : H3841-03

Misc :

ALS Vial : 17 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 1 unknown7.68 Concentration Rank 2

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

7.68 93.96 ng 3273540 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Xenon 132 Xe 007440-63-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 824 (7.679 min): BG022915.D (-817) (-) m/z 132.00 100.00%
132
68
5000
w | % 740 7.60 7.80 8.00
0 k, .l,l....,1.6.7. 212238 295 333 A4S 492 m/z 68.10 57.01%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U I L R
7.40 7.60 7.80 8.00
3 70 m/z 66.10 36.86%
1yl

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

132

69 104 7.40 7.60 7.80 8.00
5000 m/z 134.00 30.43%

31

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

Abundance #14013: 1H-Benzimidazole, 2-methyl- e EmaT e
132 7.40 7.60 7.80 8.00
m/z 69.10 26.87%
5000
63 104
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022915.D

Aca On > 8 Jul 2016 4:03

Operator : UM/SJ

Sample : H3841-03

Misc :

ALS Vial : 17 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.
16.94 37.29 ng 4415460 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Butanoic acid 88 C4H802 000107-92-6 35

Abundance Scan 2400 (16.939 min): BG022915.D (-2389) (-) m/z 73.10 100.00%

5000

| _

16 60 16. 80 17. OO 17. 20

228

272301 349 424 475 532 m/z 60.10 81.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75072: Tetradecanoic acid
73

5000: 129 L e
185 16 60 16. 80 17. OO 17. 20
028 m/z 43.10  63.42%
101
15 157
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43

16.60 16.80 17.00 17.20

5000 129 m/z 55.10 61.41%
171
214
101
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56046: Dodecanoic acid P T T
16 60 1680 17. OO 17. 20
m/z 41.10 60.47%
5000 129
157
/ 200
m/z--> 50 100 150 200 250 300 350 400 450 500 16 60 16. 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022915.D

Aca On > 8 Jul 2016 4:03

Operator : UM/SJ

Sample : H3841-03

Misc :

ALS Vial : 17 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.
18.46 204.85 ng 24257300 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Butanoic acid 88 C4H802 000107-92-6 27

Abundance Scan 2659 (18.460 min): BG022915.D (-2648) (-) m/z 73.10 100.00%

43

5000

|

18 20 18. 40 18 60 18 80
o 284 332 369 422447 499 m/z 60.05 82 _80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid
43
73
5000

18.20 18.40 18.60 18.80
m/z 43.10 74 .44%

157 185

Al P o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 RN E e REEEEEEEEEpay
18.20 18. 40 18.60 18.80
5000 129 m/z 55.10 71.01%
171
99 214

e B R L B B B L ma e o

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75072: Tetradecanoic acid I R m

18.20 18.40 18.60 18.80
m/z 41.10 67.05%

|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 20 18. 40 18 60 18 80

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022915.D

Aca On > 8 Jul 2016 4:03

Operator : UM/SJ

Sample : H3841-03

Misc :

ALS Vial : 17 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 45.71 ng 5412490 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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 2868 (19.688 min): BG022915.D (-2864) (-) m/z 73.10 100.00%
43
5000
284 19.40 19.60 19.80 20.00

315345 381 423 468 499 m/z 60.10 75 .54Y%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108843: Octadecanoic acid
43 73
129

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

185 o4 m/z 43.10 73.95k

284
15, O O
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
43 73

19.40 19. 60 19. 80 20.00

5000 129 m/z 57.10 69.71%
199 242
101, | 157
i A o B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75071: Tetradecanoic acid R e IS e
73 19. 40 19. 60 19. 80 2000

m/z 55.10 69.20%

43
5000 129 l’v/&‘
185 228
JJ IS

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BG022915.D

Acq On : 8 Jul 2016 4:03

Operator : UM/SJ

Sample - H3841-03

Misc :

ALS Vial : 17 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 94.0 ng 3273540 1 8.15 696778 20.0
Tetradecanoic acid 16.94 37.3 ng 4415460 4 17.56 2368310 20.0
n-Hexadecanoic acid 18.46 204.8 ng 24257300 4 17.56 2368310 20.0
Octadecanoic acid 19.69 45.7 ng 5412490 4 17.56 2368310 20.0
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