LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025941.D

Acq On : 24 Feb 2017 20:59

Operator : SJ/MA

Sample - 11980-02

Misc :

ALS Vial : 9 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-BG021717 .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 5.179 307 313 321 rBVY 214336 314925 4._49% 0.951%
2 5.649 385 393 402 rBY 992964 1526929 21.79%  4.609%
3 7.236 655 663 671 rBY 678056 1177944 16.81% 3.556%
4 7.612 720 727 736 rBV 1352489 2264468 32.31% 6.835%
5 8.082 800 807 813 rBY 257868 445777 6.36% 1.346%

8.405 853 862 870 rBV 1067300 1812964 25.87% 5.472%
9.233 995 1003 1012 rBV 883195 1555102 22.19% 4.694%
10.884 1273 1284 1291 rVB 421852 742735 10.60% 2.242%
11.766 1425 1434 1441 rBV 48487 101785 1.45% 0.307%
13.311 1690 1697 1706 rBV 2751554 4389878 62.63% 13.251%

=
QO ~NO®

11 14.128 1830 1836 1843 rBV 265431 373975 5.34% 1.129%
12 14.680 1923 1930 1939 rVB2 727608 1170155 16.69% 3.532%
13 16.161 2175 2182 2194 rBV 2635675 3974026 56.70% 11.995%
14 17.165 2349 2353 2357 rBV 54258 70951 1.01% 0.214%
15 17.412 2388 2395 2403 rBV2 1114672 1713818 24.45% 5.173%

16 18.287 2539 2544 2552 rBV 145461 223151 3.18% 0.674%
17 19.551 2755 2759 2765 rBV 97230 145778 2.08% 0.440%
18 20.009 2831 2837 2843 rBV 5456356 7009061 100.00% 21.157%
19 21.302 3053 3057 3064 rBvV2 137449 219070 3.13% 0.661%
20 21.660 3111 3118 3125 rBV 1223158 1953722 27.87% 5.897%

21 24.862 3654 3663 3676 rVvB2 673759 1943106 27.72% 5.865%

Sum of corrected areas: 33129320
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025941.D

Acq On : 24 Feb 2017 20:59

Operator : SJ/MA

Sample - 11980-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG025941.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025941.D

Acq On : 24 Feb 2017 20:59

Operator : SJ/MA

Sample - 11980-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 Guanidine Concentration Rank 3

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

5.18 14.13 ng 314925 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 36
4 4-Methoxy-1-pentene 100 C6H120 098386-09-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 313 (5.179 min): BG025941.D (-307) (-) m/z 43.10 100.00%
43
59
5000
101 S I VS
4.80 5.00 5.20 5.40 5.60
83
S ',,|,,, e | m/z 59.10  75.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #256: Guanidine
43 59
5000] 18 LI L L I
4.80 5.00 5.20 5.40 5.60
m/z 101.10 23.13%
Fl
Ll
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240
Abundance
43
480 500 520 540 560
5000 5o m/z 58.10 20.26%
15 101
31 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8344.3Hexano|,4methy| N L B L B B
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.62%
5000 41
ZT
87
15,,,%1,, T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025941.D

Acq On : 24 Feb 2017 20:59

Operator : SJ/MA

Sample - 11980-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 unknown7.61 Concentration Rank 1

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

7.61 101.60 ng 2264470 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 727 (7.612 min): BG025941.D (-720) (-) m/z 132.10 100.00%
132
5000 68
0 % J 720 7.40 7.60 7.80 8.00
40 54 : : : : :
g8 |rearr | 165 198 207 | 77 68.10  39.36%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L LN L B
7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.01%
31
""l'w'l'l'jg"'l"'w""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 25.35%
41 97
53
79 117
107
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14560: Xenon |/.\..|||||||||||||||||||
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14 .13%
5000
66
”"I"'W'u"l'”'l""ﬁl"I"'W""I'”'I"" R S LS LN
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025941.D

Acq On : 24 Feb 2017 20:59

Operator : SJ/MA

Sample - 11980-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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.
18.29 2.60 ng 223151 Phenanthrene-d10 17.41
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2544 (18.287 min): BG025941.D (-2539) (-) m/z 60.10 100.00%
60
43
5000 129
213 D Hh. VSV,
4‘“ 143157171185 o 18.00 18.20 18.40 18.60
m/z 73.05 88.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256 L B UL BN B
18.00 18.20 18.40 18.60
21 m/z 57.10 82.62%
m/z--> ﬁo Jo éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> SR NN SN BN B
18.00 18.20 18.40 18.60
5000 129 m/z 55.10 73.36%
29
87101115 143157171135199 242
15 21397
wmmm‘mwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e R AR BE SR
78 18.00 18.20 18.40 18.60
43 m/z 43.10 70.89%
h M\//\\M
miz--> 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025941.D

Acq On : 24 Feb 2017 20:59

Operator : SJ/MA

Sample - 11980-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 Tetradecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.30 2.24 ng 219070 Chrysene-d12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 3057 (21.302 min): BG025941.D (-3053) (-) m/z 57.10 100.00%
97 83
>0 JM«
VLR BN B
167 208 281 21.00 21.20 21.40 21.60
. 3I ) 188298 236 302 325 352 n/7 55 10 91 _01%
m/z--> 50 100 150 200 250 300 350
Abundance #152719: Tetradecy! trifluoroacetate
5000 AR SN BN SRR
21.00 21.20 21.40 21.60
29 m/z 83.10 84_.97%
[0 ‘ ‘\ 140 108 196 241 299
m/z--> 50 200 250 300 350
Abundance
57
83 VLA BN B
21.00 21.20 21.40 21.60
5000 111 m/z 43.10 78.48%
29
140 182 210 255 306
mz-> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester B B
21.00 21.20 21.40 21.60
83 m/z 97.10 75.59%
B | JWA»\/
29 169
[ ‘ b s | s a 392
m/z--> 50 100 150 200 250 300 350 ' 21,00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025941.D

Acq On : 24 Feb 2017 20:59

Operator : SJ/MA

Sample - 11980-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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]
Guanidine 5.18 14.1 ng 314925 1 8.08 445777 20.0
unknown7 .61 7.61 101.6 ng 2264470 1 8.08 445777 20.0
n-Hexadecanoic acid 18.29 2.6 ng 223151 4 17.41 1713820 20.0
Tetradecyl triflu... 21.30 2.2 ng 219070 5 21.66 1953720 20.0
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