LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022567.D

Acq On : 25 Jun 2016 10:07

Operator : UM/SJ

Sample - H3633-06

Misc :

ALS Vial : 28 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 5.242 403 409 416 rBvV 140648 229253 2.01% 0.426%
2 5.706 480 488 497 rBV 1276892 2070467 18.17% 3.851%
3 7.304 752 760 769 rBV 936510 1590892 13.96% 2.959%
4 7.692 819 826 836 rvB 2230690 3778749 33.17% 7.028%
5 8.168 900 907 917 rVB 502331 883390 7.75% 1.643%

8.491 955 962 971 rBV 1837907 3181625 27.93% 5.918%
9.337 1097 1106 1113 rBV 1676307 3086497 27.09% 5.741%
10.988 1378 1387 1395 rBV 679981 1263110 11.09% 2.349%
13.426 1794 1802 1810 rVB 4445880 7100811 62.33% 13.207%
14.801 2028 2036 2045 rVB2 1169149 1918898 16.84% 3.569%

=
QO ~NO®

11 16.288 2280 2289 2297 rBV 4590083 7029959 61.71% 13.075%
12 16.552 2328 2334 2342 rVB 232281 373725 3.28% 0.695%
13 17.557 2497 2505 2512 rBV 1637312 2558256 22.46% 4._.758%
14 18.426 2649 2653 2661 rBV3 179465 278597 2.45% 0.518%
15 18.520 2664 2669 2676 rVB 296703 410136 3.60% 0.763%

16 19.696 2863 2869 2873 rBV3 198233 305095 2.68% 0.567%
17 19.842 2890 2894 2901 rVB2 314589 363949 3.19% 0.677%
18 20.160 2941 2948 2954 rBV 8349177 11392566 100.00% 21.190%
19 20.882 3068 3071 3075 rBVv3 220338 239140 2.10% 0.445%
20 21.846 3229 3235 3245 rVB 1772642 3045412 26.73% 5.664%

21 25.213 3798 3808 3817 rVB 933759 2664038 23.38% 4 _955%

Sum of corrected areas: 53764565
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022567.D

Acq On : 25 Jun 2016 10:07

Operator : UM/SJ

Sample - H3633-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022567.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022567.D

Acq On : 25 Jun 2016 10:07

Operator : UM/SJ

Sample - H3633-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
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 5.19 ng 229253 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 Guanidine 59 CH5N3 000113-00-8 9
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Threo-2-methyl-3,4-dibromo-2-but... 244 C5H10Br20 1000288-19-2 9

Abundance Scan 409 (5.242 min): BG022567.D (-403) (-) m/z 43.05 100.00%
a3 w
5000
101 SIS § G
5.00 520 5.40 5.60
Ol 73 | 133 175209 243 295 331 77 427 469 5% "m/z 59.05  61.80%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U L UL U
5.00 520 5.40 5.60
m/z 101.10 26.92%
15 101
Olﬁwlw"w"”l'“'l“""'w"“l'”'l“"w"w"“
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
5.00 520 5.40 5.60
5000 m/z 58.10 16.52%
S L I B I L WL B WL B WL
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 5.00 520 5.40 5.60
m/z 39.10 8.73%
5000 101
REI iy
mz-> 0 50 100 150 200 250 300 350 400 450 500 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022567.D

Acq On : 25 Jun 2016 10:07

Operator : UM/SJ

Sample - H3633-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
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 2-Thiophenecarboxaldehyde, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.55 2.92 ng 373725 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiophenecarboxaldehyde, oxime 127 C5H5NOS 029683-84-9 50
2 Isopropylphoshonic acid, fluoroa... 238 C11H24F02P 1000273-54-8 47
3 1H-Imidazole, 4-methyl-5-nitro- 127 C4H5N302 014003-66-8 43
4 1-Ethylpropyl propylphosphonoflu... 196 C8H18FO02P 1000298-40-0 38
5 Pyrazole, l1-methyl-4-nitro- 127 C4H5N302 003994-50-1 38
Abundance Scan 2334 (16.552 min): BG022567.D (-2328) (-) m/z 127.10 100.00%

1%7
5000 84 j\L
42 J I A S ——

67 16.20 16.40 16.60 16.80

0 ...J',J.J...A,....,.1...2]0.8...25?.25.‘1. (331363393 465 524 | “n/z 84.05  50.09%

T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11356: 2-Thiophenecarboxaldehyde, oxime
127
84
5000

16.20 16.40 16.60 16.80

39 m/z 110.05 37.99%
o D Y
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
127
16.20 16.40 16.60 16.80
5000 m/z 42.10 23.15%
43
70
0 97 154181 213
B e o A B LRI B i o e o
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11316: 1H-Imidazole, 4-methyl-5-nitro-
127 16.20 16.40 16.60 16.80
m/z 153.00 17.76%
5000
J| 80
0...npt.w...w..” I B e
mz--> 0 50 100 150 200 250 300 350 400 450 500 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022567.D

Acq On : 25 Jun 2016 10:07

Operator : UM/SJ

Sample - H3633-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
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 8
R.T. EstConc Area Relative to ISTD R.T.

18.43 2.18 ng 278597 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 _beta.-D-Glucopyranoside, methyl 194 C7H1406 000709-50-2 43

Abundance Scan 2654 (18.432 min): BG022567.D (-2649) (-) m/z 73.10 100.00%

43

5000

256
18.20 18.40 18.60 18.80
314341 487
0 282 371403 444 m/z 43.05 68.46%

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

Abundance #92228: n-Hexadecanoic acid
43 7,
5000 256 LA L L L L L L
129 18.20 18.40 18.60 18.80
97 213 m/z 60.05 64 .42%
L T |
Y X G R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
a3 | 73
18.20 18.40 18.60 18.80
5000 m/z 55.10 58.04%
129
214
97 171
O T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75072: Tetradecanoic acid R B

18.20 18.40 18.60 18.80
m/z 57.10 50.38%

5000

m/z--> 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 : BG022567.D

Acq On : 25 Jun 2016 10:07

Operator : UM/SJ

Sample - H3633-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
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 Bromacil Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.52 3.21 ng 410136 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromacil 260 C9H13BrN202 000314-40-9 93
2 5-Acetamido-2,4-dichlorobenzoic ... 247 C9H7CI2NO3 050602-49-8 45
3 Benzoic acid, 3-amino-2,5-dichloro- 205 C7H5CI2NO2 000133-90-4 45
4 8-Chloro-2,3-dihydrofuro(2,3-b)qg... 205 C11H8CINO 095322-67-1 38
5 5-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 064124-92-1 38
Abundance Scan 2669 (18(.1)520 min): BG022567.D (-2664) (-) m/z 204.90 100.00%
205
5000
42
122 233 18.20 18.40 18.60 18.80
0 ...J,l.l..n.-,.A.'-.--.,..‘..,..J'.,z‘?(.’.2295...:?“,7....,‘.‘1.8..‘,“?9..,.?.3.2 m/z 206.90 91.07%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94715: Bromacil
207
41
5000 R R B BUURSR IR
mmmmmmmm
m/z 42.05 29.08%
‘M ‘ 162 262
oL I%\\ i .??ﬁ”.......,”..,.”.,..”,..”
miz--> 0 5 100 150 200 250 300 350 400 450 500
Abundance
205
43 18.20 18.40 18.60 18.80
5000 m/z 205.90 22 .48%
247
97124 160
O L L B e
miz--> 0 55 160 1%0 200 250 300 3éo 460 4éo 560
Abundance #59583: Benzoic acid, 3-amino-2,5-dichloro-
205 18.20 18.40 18.60 18.80
m/z 70.10 19.50%
5000
63 124 160
miz--> 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 : BG022567.D

Acq On : 25 Jun 2016 10:07

Operator : UM/SJ

Sample - H3633-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
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 7 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.70 2.39 ng 305095 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 89
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 Hexacosanoic acid 396 C26H5202 000506-46-7 49
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 2870 (19.701 min): BG022567.D (-2863) (-) m/z 73.05 100.00%

43

5000

19.40 19.60 19.80 20.00

327 378 416

497524

o m/z 43.10 76.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #108841: Octadecanoic acid
43 73
5000 LA L L L L L LB B |
129 19.40 19.60 19.80 20.00
‘ 185 o1 284 m/z 60.00 63.44%
0,??&‘% JWW%M‘ 157, | 213 | ..J. S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
73 19.40 19.60 19.80 20.00
5000 284 m/z 41.10 55.85%
129
185
o 1P 213241 312372
T T T T T e T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83686: Pentadecanoic acid A ERREEE

19.40 19.60 19.80 20.00
m/z 57.10 49.72%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022567.D

Acq On : 25 Jun 2016 10:07

Operator : UM/SJ

Sample - H3633-06

Misc :

ALS Vial : 28 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 8 Hexadecanoic acid, butyl ester Concentration Rank 6

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

19.84 2.39 ng 363949 Chrysene-d12 21.85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 96

2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 70

3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 60

4 Propan-2-one O-(2-chloro-1-methy... 149 C6H12CINO 1000186-05-6 43
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 38

Abundance Scan 2894 (19.842 min): BG022567.D (-2890) (-) m/z 56.05 100.00%

5000

N
LI e

19.60 19.80 20.00 20.20
m/z 57.10 57.10%

o 283 312 343 376 435462 509
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
19.60 19.80 20.00 20.20
29 m/z 41.10 44 _83%
‘ 83 129, igeoy 2
RS PO AN L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
T T T T
19.60 19.80 20.00 20.20
5000 m/z 55.10 43.27%
239
29 85 129
o 157185213 282 312
R o e o e B I e B e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester B R Em e B AL
56 19.60 19.80 20.00 20.20
m/z 43.10 38.42%
5000
29
83 129
0 l\ AML Iy L.J 157 185213 L2?7 312
R S e e e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022567.D

Acq On : 25 Jun 2016 10:07

Operator : UM/SJ

Sample - H3633-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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]
2-Pentanone, 4-hy... 5.24 5.2 ng 229253 1 8.17 883390 20.0
2-Thiophenecarbox... 16.55 2.9 ng 373725 4 17.56 2558260 20.0
n-Hexadecanoic acid 18.43 2.2 ng 278597 4 17.56 2558260 20.0
Bromacil 18.52 3.2 ng 410136 4 17.56 2558260 20.0
Octadecanoic acid 19.70 2.4 ng 305095 4 17.56 2558260 20.0
Hexadecanoic acid... 19.84 2.4 ng 363949 5 21.85 3045410 20.0
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