LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022908.D

Aca On 7 Jul 2016 23:23

Operator : UM/SJ

Sample = H3834-02

Misc :

ALS Vial : 10 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 rVB 1198998 1903549 17.66% 3.827%
2 7.302 754 760 769 rBV 980053 1648122 15.29% 3.313%
3 7.684 817 825 834 rBVY 1954715 3378086 31.35% 6.791%
4 8.154 895 905 911 rBV 423474 761877 7.07% 1.532%
5 8.477 953 960 967 rBVY 1505475 2622141 24.33% 5.271%

9.329 1096 1105 1111 rBV 1444075 2718387 25.22% 5.465%
10.980 1380 1386 1393 rVB 570294 1017418 9.44% 2.045%
11.762 1512 1519 1529 rBV 275253 534634 4._.96% 1.075%
13.066 1735 1741 1748 rBVY 426735 717202 6.66% 1.442%
13.419 1793 1801 1809 rBVY 4035855 6289930 58.37% 12.644%

=
QO ~NO®

11 14.235 1935 1940 1945 rBV 94416 142500 1.32% 0.286%
12 14.799 2028 2036 2044 rVB2 1070828 1787311 16.59% 3.593%
13 16.292 2283 2290 2299 rVB 4209100 6675459 61.94% 13.419%
14 17.555 2498 2505 2511 rBV2 1611550 2418582 22.44% 4.862%
15 18.425 2648 2653 2663 rBvV2 343030 485112 4 _50% 0.975%

16 19.688 2864 2868 2873 rBv4 163684 228898 2.12% 0.460%
17 20.152 2941 2947 2954 rBV 7679145 10776624 100.00% 21.663%

18 21.844 3228 3235 3245 rVB 1730855 2911835 27.02% 5.853%
19 25.193 3795 3805 3814 rVvB2 942173 2728276 25.32% 5.484%

Sum of corrected areas: 49745943
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO70816\
Data File : BG022908.D

Aca On 7 Jul 2016 23:23

Operator : UM/SJ

Sample . H3834-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

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

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

Abundance
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0
Time-->
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0
Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022908.D

Aca On 7 Jul 2016 23:23

Operator : UM/SJ

Sample : H3834-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : 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 unknown7.68 Concentration Rank 1

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

7.68 88.68 ng 3378090 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 5-Aminoindole 132 C8H8N2 005192-03-0 14
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 824 (7.678 min): BG022908.D (-817) (-) m/z 132.00 100.00%
132
68
5000
o | 7 T 760 780 800
175 208 239 327355 409 463 496 528 n/7z 68.10 58 47%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 RIS I I R
7.40 7.60 7.80 8.00
31

70 ‘ m/z 66.10 42 _.61%

TR

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

Abundance
132
A e
7.40 7.60 7.80 8.00
5000 m/z 134.00 31.60%
og 63 104
B L L i e LA e e o o S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14006: 5-Aminoindole A
132 7.40 7.60 7.80 8.00
m/z 69.05 26.86%
5000
104
66

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500

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 : BG022908.D

Aca On 7 Jul 2016 23:23

Operator : UM/SJ

Sample : H3834-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : 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 3 Nonanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.76 10.51 ng 534634 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 72
2 Heptanoic acid 130 C7H1402 000111-14-8 62
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 49
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 47
Abundance Scan 1519 (11.762 min): BG022908.D (-1512) (-) m/z 60.10 100.00%
60
5000
115
11. 40 11. 60 11. 80 12. oo
2 A-l y l |.1.4,7. 207 242 297 357 412 U6 | Tn/z  73.10  98.66%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #28744: Nonanoic acid
60
5000 LN AL UL BULRILE B B
29 11. 40 11. 60 11. 80 12.00
H a7 115 m/z 57.10 52.70%
..“.‘Wl“ “‘l“.”.““l‘.‘...:1-5.8...|....|....|....|....|....|....|
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
60
11.40 11.60 11.80 12.00
5000 m/z 41.10 48 .56%
27
87
113
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4éo '
Abundance #7851: Hexanoic acid
60 11.40 11.60 11.80 12.00
m/z 55.10 41.41%
5000{
"LmHJ??P"'P"'I”"I”"I'”'I'”'I"”I"”I
miz--> 0 50 100 150 200 250 300 350 400 450 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022908.D

Aca On 7 Jul 2016 23:23

Operator : UM/SJ

Sample : H3834-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : 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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.07 8.03 ng 717202 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 78
2 Undecanoic acid 186 C11H2202 000112-37-8 74
3 n-Decanoic acid 172 C10H2002 000334-48-5 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 1742 (13.072 min): BG022908.D (-1735) (-) m/z 73.05 100.00%

73

5000

12.80 13.00 13.20 13.40
m/z 60.05  94.50%

57185 221 257 290 325 396427 471 510
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #75072: Tetradecanoic acid
73
43
5000 129 ||||||||||||||||||'|/\||||
185 12.80 13.00 13.20 13.40
‘ 008 m/z 41.10 56.41%
1
I DT O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
12.80 13.00 13.20 13.40
5000 m/z 43.10 48.94%
29 129
87
157 186
L o B o e BRI e e e S A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #37192: n-Decanoic acid
60 12.80 13.00 13.20 13.40
m/z 55.10 48.91%
5000{ 29 129
87
\ 172
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022908.D

Aca On 7 Jul 2016 23:23

Operator : UM/SJ

Sample : H3834-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.42 4.01 ng 485112 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2652 (18.419 min): BG022908.D (-2648) (-) m/z 73.10 100.00%

43
5000

171 213

256 18.20 18.40 18.60 18.80

m/z 60.10 70.87%

281 306327 355

m/z--> 50 100 150 200 250 300 350 400
Abundance #92227: n-Hexadecanoic acid
43
73 A
5000 LA L L L B LN L LA

18.20 18.40 18.60 18.80
m/z 43.10 69.70%

97 129 256
—— J,“J‘:w.w Pl .,‘}?%‘.,2}?. S —
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43 T
18.20 18.40 18.60 18.80
5000 129 m/z 57.10 69.19%
171
97 214
L B e B B o !
m/z--> 50 100 150 200 250 300 350 400
Abundance #75072: Tetradecanoic acid L B M
3 18.20 18.40 18.60 18.80
43 m/z 55.10 64.41%
5000 129
185
N97 ‘ 228
2 :LALMn*lﬂ}§Zﬂ.‘.;. i N — LS A
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070816\
Data File : BG022908.D

Acq On 7 Jul 2016 23:23

Operator : UM/SJ

Sample - H3834-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
Quant Title : 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 88.7 ng 3378090 1 8.15 761877 20.0
Nonanoic acid 11.76 10.5 ng 534634 2 10.98 1017420 20.0
Tetradecanoic acid 13.07 8.0 ng 717202 3 14.80 1787310 20.0
n-Hexadecanoic acid 18.42 4.0 ng 485112 4 17.56 2418580 20.0
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