LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022569.D

Acq On : 25 Jun 2016 11:27

Operator : UM/SJ

Sample - H3633-18

Misc :

ALS Vial : 30 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-BG062516 .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 5.243 403 409 416 rVB 218693 341216 3.03% 0.614%
2 5.707 480 488 497 rBvV 1307144 2095335 18.63% 3.772%
3 7.305 752 760 768 rBV 944039 1543939 13.73% 2.779%
4 7.693 818 826 836 rBV 2293168 3992462 35.50% 7.187%
5 8.163 897 906 913 rBVY 512958 883231 7 .85% 1.590%
6 8.492 951 962 971 rVvB 2027621 3557668 31.63% 6.404%
7 9.338 1098 1106 1114 rVB 1829327 3344740 29.74% 6.021%
8 10.989 1378 1387 1397 rBV 727787 1291863 11.49% 2.326%
9 13.333 1781 1786 1793 rVB3 74855 129042 1.15% 0.232%
10 13.422 1793 1801 1810 rBV 4639367 7542029 67.06% 13.577%

11 14.062 1904 1910 1915 rBV3 69733 124803 1.11% 0.225%
12 14.244 1936 1941 1947 rVB 94216 134449 1.20% 0.242%
13 14.796 2028 2035 2043 rBV2 1133123 1919402 17.07% 3.455%
14 16.283 2278 2288 2298 rBV 4739533 7343113 65.29% 13.219%
15 16.541 2327 2332 2342 rVB 148799 245511 2.18% 0.442%

16 17.546 2497 2503 2514 rBV 1606317 2548792 22.66% 4._.588%
17 18.416 2646 2651 2661 rBV3 215662 386523 3.44% 0.696%
18 18.510 2662 2667 2672 rVB2 173143 258053 2.29% 0.465%
19 19.685 2863 2867 2871 rBV3 219955 291993 2.60% 0.526%
20 19.832 2888 2892 2898 rBV2 145246 166672 1.48% 0.300%

21 20.149 2940 2946 2952 rBV 8541657 11246483 100.00% 20.246%
22 20.872 3066 3069 3073 rVB3 114532 123745 1.10% 0.223%

23 21.835 3227 3233 3240 rVB 1797344 2970343 26.41% 5.347%
24 25.190 3795 3804 3819 rVB2 970499 3068956 27.29% 5.525%

Sum of corrected areas: 55550363
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022569.D

Acq On : 25 Jun 2016 11:27

Operator : UM/SJ

Sample - H3633-18

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG022569.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022569.D

Acq On : 25 Jun 2016 11:27

Operator : UM/SJ

Sample - H3633-18

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.24 7.73 ng 341216 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
3 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 32
4 4-Methoxy-1-pentene 100 C6H120 098386-09-5 27
5 Hexanamide 115 C6H13NO 000628-02-4 22

Abundance Scan 409 (5.243 min): BG022569.D (-403) (-) m/z 43.10 100.00%
a3
5000
101 N & GRS
5.00 520 5.40 5.60
Ok 43 182 179 225 281 352380 416 464 513 sz 59.10  61.93%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U UL L L
5.00 520 5.40 5.60
m/z 101.05 25.99%
101
0|"'J'|'6'9"|""|""|"" Y S S UL SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
500 520 540 560
0,
5000 101 m/z 58.05 14 .94%
70
15
e S B L B B BN WL WL I B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #70349: 2,5,8,11,14-Pentaoxapentadecane
59 5.00 520 5.40 5.60
m/z 41.10 8.40%
5000
29 103
ol ] 1833 177
mz-> 0 50 100 150 200 250 300 350 400 450 500 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022569.D

Acq On : 25 Jun 2016 11:27

Operator : UM/SJ

Sample - H3633-18

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.42 3.03 ng 386523 Phenanthrene-d10 17.55
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid, l-methylethyl e... 242 C15H3002 010233-13-3 58
5 Nonanoic acid 158 C9H1802 000112-05-0 53
Abundance Scan 2652 (18.422 min): BG022569.D (-2646) (-) m/z 73.05 100.00%
43
5000
256 " 1820 18.40 18.60 18.80

291
o 325355 388417 475 516 m/z 60.00 83.83%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92226: n-Hexadecanoic acid
43 7
5000

18.20 18.40 18.60 18.80
129 256 m/z 43.10 76.59%

o P T T S MU
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
R A ma s BEa e S
43 18.20 18.40 18.60 18.80
5000 m/z 55.05 67.25%
129
111 214
99
17
oo b A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75071: Tetradecanoic acid  RE R manaa L e
18.20 18.40 18.60 18.80
m/z 57.10 54 _57%
5000
185 228

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022569.D

Acq On : 25 Jun 2016 11:27

Operator : UM/SJ

Sample - H3633-18

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516_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 Bromacil Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.51 2.02 ng 258053 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromacil 260 C9H13BrN202 000314-40-9 81
2 2,4,6-Trichlorobenzonitrile 205 C7H2CI3N 006575-05-9 50
3 Benzoic acid, 3-amino-2,5-dichloro- 205 C7H5CI2NO2 000133-90-4 50
4 Pyridine, 3,5-dichloro-4-methoxy... 205 C8H9CI2NO 051050-42-1 38
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 27
Abundance Scan 2667 (18.510 min): BG022569.D (-2662) (-) m/z 205.00 100.00%
205
5000
42 164
70 233
g4 120 281 18.20 18.40 18.60 18.80
ob il a2t H,l" Aol 57807 339 367 418445 | Tz 207.00  86.98%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #94715: Bromacil
207
41
5000 UL BN BN B
18.20 18.40 18.60 18.80
69 m/z 42.10 29.67%
15‘ M ‘ 120 162 233 262
S e e T T
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
205
18.20 18.40 18.60 18.80
5000 m/z 205.90 27 .69%
134
50 74 170
25
e g L UL L WL S BRI B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #59583: Benzoic acid, 3-amino-2,5-dichloro-
205 18.20 18.40 18.60 18.80
m/z 164.00 19.78%
5000
63 124 160
90
Ol I\I4;I91|ﬂlll;hull‘li\iIulhlul‘l‘ll#\IlalIIIIIIIIIIIIIIIIIIIIIIIIIII
miz--> 0 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022569.D

Acq On : 25 Jun 2016 11:27

Operator : UM/SJ

Sample - H3633-18

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516_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 6 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.68 2.29 ng 291993 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2866 (19.679 min): BG022569.D (-2863) (-) m/z 73.10 100.00%
7B
43
5000
129
185 241 s e
157 | by 284 437 19.40 19.60 19.80 20.00
- b Corm 469498 5%0 | "n/z 59.95  87.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #108839: Octadecanoic acid
43 73
5000
129 284 19.40 19.60 19.80 20.00
m/z 57.15 77.76%
185 241
Lo | e
0::‘ u H MH“: ‘ “||‘||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
73 19.40 19,60 19.80 20.00
0
5000 284 m/z 43.10 75.13%
129
185
NI Y e - F O -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #65565: Tridecanoic acid e R B o B

19.40 19.60 19.80 20.00

m/z 55.05 71.44%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19. 40 19 60 19. 80 20. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022569.D

Acq On : 25 Jun 2016 11:27

Operator : UM/SJ

Sample - H3633-18

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516_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]
2-Pentanone, 4-hy... 5.24 7.7 ng 341216 1 8.17 883231 20.0
n-Hexadecanoic acid 18.42 3.0 ng 386523 4 17.55 2548790 20.0
Bromacil 18.51 2.0 ng 258053 4 17.55 2548790 20.0
Octadecanoic acid 19.68 2.3 ng 291993 4 17.55 2548790 20.0
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