LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 5.240 405 409 416 rBV 203127 301177 2.20% 0.417%
2 5.710 480 489 498 rBV 1536452 2556087 18.70% 3.543%
3 7.308 752 761 769 rBV 1376515 2377879 17.40% 3.296%
4 7.690 818 826 837 rBV 2641249 4656133 34.07% 6.454%
5 8.166 899 907 913 rBVY 565391 982262 7.19% 1.362%
6 8.489 954 962 970 rBV 2256802 3970159 29.05% 5.503%
7 9.335 1099 1106 1114 rVB 2115066 3792851 27.75% 5.258%
8 10.986 1380 1387 1391 rBV 750577 1372918 10.05% 1.903%
9 11.027 1391 1394 1401 rVB 721651 1125071 8.23% 1.560%
10 11.333 1440 1446 1455 rBV 571557 1005422 7.36% 1.394%

11 13.331 1781 1786 1795 rBV3 99942 242765 1.78% 0.337%
12 13.425 1795 1802 1808 rVB 5253763 8613545 63.02% 11.940%
13 14.059 1905 1910 1913 rBV3 100352 164424 1.20% 0.228%
14 14.799 2027 2036 2043 rBV2 1352202 2136259 15.63% 2.961%
15 15.863 2208 2217 2225 rBV 324468 492290 3.60% 0.682%

16 16.292 2281 2290 2298 rBV 5605983 8654004 63.32% 11.996%
17 16.550 2327 2334 2343 rVB2 158283 253161 1.85% 0.351%
18 17.461 2485 2489 2495 rBV 281195 367876 2.69% 0.510%
19 17.555 2499 2505 2513 rVB2 1800621 2714694 19.86% 3.763%
20 18.007 2578 2582 2586 rBV3 113935 148198 1.08% 0.205%

21 18.166 2604 2609 2614 rVB2 609388 754786 5.52% 1.046%
22 18.430 2650 2654 2658 rBV5 120937 178097 1.30% 0.247%
23 18.524 2665 2670 2675 rVB3 363323 516898 3.78% 0.717%
24 19.194 2778 2784 2790 rBV 2271642 3093617 22.64% 4.288%
25 19.694 2866 2869 2877 rBV4 166955 271898 1.99% 0.377%

26 19.846 2891 2895 2900 rVB2 218516 277784 2.03% 0.385%
27 20.158 2942 2948 2954 rBV 9521969 13666940 100.00% 18.945%
28 21.386 3154 3157 3160 rVB2 184548 196960 1.44% 0.273%
29 21.433 3161 3165 3170 rVvVv 517648 686476 5.02% 0.952%
30 21.850 3229 3236 3244 rVB2 1935777 3175440 23.23% 4.402%

31 22.555 3353 3356 3361 rVB7 129709 204463 1.50% 0.283%
32 25.211 3798 3808 3825 rVB2 1054937 3190767 23.35% 4.423%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

Sum of corrected areas: 72141301
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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

8000000

6000000

4000000

2000000

TIC: BG022573.D

7.69
8.49 9.34

5.71 7.31

8.17 093, 33
5.24

0

I I I I I I
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG022573.D
20116
8000000
6000000
13.42 1629
4000000
19.19 21.85
17.55
2000000 14.80
18.17 143
1363 14.06 1586 || 16.55 1746 1g.0f 18%3° 191685 | Aigh 225¢
[ e o o o o B e L B et e e e T L B I e o e e
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: BG022573.D
8000000
6000000
4000000
2000000
27\21
0008 S L S S S S EL S s
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\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516_M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 5

Peak Number 1 unknown5.24

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

5.24 6.13 ng 301177 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 40
2 Dimethadione 129 C5H7NO3 000695-53-4 38
3 4-Ethyl-3-octanol 158 C10H220 019781-26-1 38
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
5 Acetic acid, 10,11-dihydroxy-3,7... 298 C17H3004 1000194-28-5 33

Abundance Scan 409 (5.240 min): BG022573.D (-405) (-) m/z 43.10 100.00%
a3
5000
101 ISUSUSU I W
5.00 520 5.40 5.60
Ol A A2 138 175208 244 205 364 ALl 472 582 n/z 59.05  74.21%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #248: Guanidine
59
5000{ 18 RN USRS UL IR
5.00 520 5.40 5.60
m/z 101.10 24 .84%
L L B B L B WL B S S
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
500 520 540 5.60
5000 m/z 58.10 14 _79%
129
. 15 | 5
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28218: 4-Ethyl-3-octanol
59 5.00 520 5.40 5.60
m/z 41.10 10.49%
5000
29
T e
-
miz-> 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 : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 Ethanol, 2-phenoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.33 14 .65 ng 1005420 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 97
2 Benzene, ethoxy- 122 C8H100 000103-73-1 72
3 Phenylphosphoric acid 174 C6H704P 000701-64-4 59
4 Phenol 94 C6H60 000108-95-2 59
5 Acetic acid, phenyl ester 136 C8H802 000122-79-2 59

Abundance Scan 1446 (11.333 min): BG022573.D (-1440) (-) m/z 94.10 100.00%

o
5000
66

138 L L I L
wl 11.00 11.20 11.40 11.60
o,...l.';L....,l...I. 170 238 281310 366398430456 22 m/z 77.05 33.53%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16654: Ethanol, 2-phenoxy-
94
5000 LA L L L L L LB B L |

138 11.00 11.20 11.40 11.60
‘ m/z 66.10 21.47%

|
13 ‘H \\ ‘ \‘ \“ 1

|
N B O L o o o L e e e R IR
m/z--> O 50 100 150 200 250 300 350 400 450 500
Abundance
94

11. 00 11. 20 11. 40 11.60

D

5000 122 m/z 138.10 19.62%
39 66
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38843: Phenylphosphoric acid AT
94 11. 00 11. 20 11. 40 11. 60

m/z 51.10 14 .54%

5000
39 66 174
o r 1 131 |

Al
|||||||||||||||||||||||||||||||||||||||||||||||||||| LI L L L B L L B BB B |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 2H-Pyran-2-one, 3-acetyl-4-_.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

1333 2.27ng 242765  Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-Pyran-2-one, 3-acetyl-4-hydro... 168 C8H804 000771-03-9 90

2 Dehydroacetic Acid 168 C8H804 000520-45-6 87
3 1,2-Cyclohexanediol, 1,2-diethyl- 172 C10H2002 056363-86-1 38
4 1,2,4-Trimethoxybenzene 168 C9H1203 000135-77-3 38
5 7-Octene-2,4-dione 140 C8H1202 010151-22-1 25
Abundance Scan 1786 (13.331 min): BG022573.D (-1781) (-) m/z 43.05 100.00%
4B 85
168
5000 125
292 402 13.00 13.20 13.40 13.60
Ol J . L 1{ |1 | 104222250 290 328 370 )° 463489516 | 0785 00 86.40%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #35205: 2H-Pyran-2-one, 3-acetyl-4-hydroxy-6-methyl-
43 168
5000 85 RS SULRA SN B
13.00 13.20 13.40 13.60
125 m/z 168.00 72.28%
|

Oy ....‘,.‘.‘..,.‘...,....,....,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance

43

168 13.00 1320 13.40 1360
5000 85 m/z 153.00 71.91%
125
O e e
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #37267: 1,2-Cyclohexanediol, 1,2-diethyl- Tt
5 13.00 13,20 13.40 13.60
m/z 125.00 44 .61%
125
5000
[ 172
o .., J...,....,.... e T B RREARmEYaS BESSEEEE
miz--> 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 Propylparaben Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.86 4.61 ng 492290 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylparaben 180 C10H1203 000094-13-3 94
2 Benzoic acid, 4-hydroxy- 138 C7H603 000099-96-7 80
3 Isobutyl 4-hydroxybenzoate 194 C11H1403 004247-02-3 64
4 Ethylparaben 166 C9H1003 000120-47-8 64
5 1-Propanone, 1-(4-hydroxyphenyl)... 164 C10H1202 034917-91-4 58

Abundance Scan 2217 (15.863 min): BG022573.D (-2208) (-) m/z 121.00 100.00%

121
5000
65 g3

51180 15. 60 15. 80 16. 00 16. 20
0,...35,-....1,. A br20l 243270209 341 377400438 5S4 m/z 138.00 48.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #42184: Propylparaben
121
5000 LIS ENL L L L L LB L
15. 60 15. 80 16. 00 16. 20
65 o3 m/z 65.10 21.52%
27, " 51180
O e B L o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
121
15.60 15.80 16.00 16.20
5000 m/z 93.00 17.79%
65 93
38
O T e T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #51577: Isobutyl 4-hydroxybenzoate
121 15.60 15.80 16.00 16.20
m/z 39.05 11.20%
5000
65
0 29‘ | 93 51 194
B B e L B o B R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 7 Benzoic acid, 2-hydroxy-, 3... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.46 2.71 ng 367876 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzoic acid, 2-hydroxy-, 3-meth... 208 C12H1603 000087-20-7 72
2 Salicylic Acid 138 C7H603 000069-72-7 58
3 n-Hexyl salicylate 222 C13H1803 006259-76-3 53
4 Benzoic acid, 2-hydroxy-, pentyl... 208 C12H1603 002050-08-0 53
5 Benzoic acid, 2-hydroxy-, 2-meth... 194 C11H1403 000087-19-4 50

Abundance Scan 2489 (17.461 min): BG022573.D (-2485) (-) m/z 120.00 100.00%
120
5000
17.20 17.40 17.60 17.80
HJI 167 a1 20
0 ,...1.,...1 A 67 211 ¥ 300330 376 440 483 519 | 1757138.00  60.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61355: Benzoic acid, 2-hydroxy-, 3-methylbutyl ester
120
5000 LA L L L L L B L
43 17.20 17.40 17.60 17.80
70 L 208 m/z 121.00 45.71%
oL B s |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
92 120
17.20 17.40 17.60 17.80
5000 m/z 57.10 31.97%
64
38
ol r—tbibe L A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #70624: n-Hexyl salicylate
120 17.20 17.40 17.60 17.80
m/z 41.05 24 .31%
5000
a3 92 222
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 Homomenthyl salicylate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.17 5.56 ng 754786 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Homomenthyl salicylate 262 C16H2203 052253-93-7 90
2 Homosalate 262 C16H2203 000118-56-9 86
3 Benzoic acid, 2-hydroxy-, 3-meth... 206 C12H1403 068555-58-8 49
4 3-Amino-4,6-dimethylpyridone-2(1H) 138 C7H10N20 143708-29-6 35
5 4,6-Dimethyl-2-pyrimidinylhydrazine 138 C6H10N4 023906-13-0 35
Abundance Scan 2610 (18.172 min): BG022573.D (-2604) (-) m/z 69.05 100.00%
69 138
109
5000 41
262 17.80 18.00 18.20 18.40
o 181 214 320 355386 430461 498 547 m/z 138.00 94 .96%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95624: Homomenthyl salicylate
69 138
109
41
5000 T "'{\' SN SRR
17.80 18.00 18.20 18.40
m/z 109.10 74.04%
Ll
OIII“IIIH“M |“|||||||||| |‘||||||||||||||||||||||||||||
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
17.80 18.00 18.20 18.40
s000l A m/z 120.00 71.72%
o 262
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59943: Benzoic acid, 2-hydroxy-, 3-methyl-2-butenyl ester
41 69 17.80 18.00 18.20 18.40
m/z 121.05 60.12%
120
5000
0 52 206
mz-> 0 5'0 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 9 Bromacil Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.52 3.81 ng 516898 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromacil 260 C9H13BrN202 000314-40-9 78
2 5-Acetamido-2,4-dichlorobenzoic ... 247 C9H7CI2NO3 050602-49-8 59
3 8-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 095322-67-1 46
4 5-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 064124-92-1 43
5 6-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 064124-84-1 38
Abundance Scan 2669 (18.519 min): BG022573.D (-2665) (-) m/z 206.90 100.00%
7
5000
42
70 164 RN R BN
122 43 18.20 18.40 18.60 18.80
oh J,ll i ,L.l.~.l, | BB 27T saa 01 aa3a7esos 54O oh 50460 98.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94714: Bromacil
205
5000 41 S SN AR B AR
18.20 18.40 18.60 18.80
162 23 m/z 42.10 34.94Y%
0 “““"HM‘“lul‘u‘uluuut||||“2?0||||||||||||||||||||||||||||
m/z--> o 50 100 150 200 250 300 350 400 450 500 550
Abundance
205
43 18.20 18.40 18.60 18.80
5000 m/z 205.90 23.35%
247
97124 160
O e e L o e
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 5%0
Abundance #59358: 8-Chloro-2,3-dihydrofuro(2,3-b)quinoline

18.20 18.40 18.60 18.80
m/z 41.10 18.82%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1820 1840 1860 1880
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 10 Oxybenzone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.19 22.79 ng 3093620 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxybenzone 228 C14H1203 000131-57-7 96
2 1(2H)-Phenanthrenone, 3,4,9,10-t... 228 C15H1602 014427-61-3 38
3 Pyrazole-4-carboxaldehyde-, 3,5-... 228 C14H16N20 1000272-54-8 35
4 47 -Methyl-3-(2-thienyl)acrylophe... 228 C14H120S 006028-89-3 18
5 Benzaldehyde, 3-(4-methoxyphenoxy)- 228 C14H1203 062373-80-2 14
Abundance Scan 2783 (19.188 min): BG022573.D (-2778) (-) m/z 227.00 100.00%
227
151
5000
77
39 135 184 256 287 327358 403 490 544 16,80 19,00 19.20 19.40 19.60
o] s WPTRN N SSVAPRS Wil AP A LTS ST N U MRS .. m/z 151.00 75.32%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74951: Oxybenzone
151 227
5000 LRI SN SN B
18.80 19.00 19.20 19.40 19.60
7 105 m/z 228.10 62.79%
ol 3 | e 184
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
228
128 200 LIRS SN SN B
172 18.80 19.00 19.20 19.40 19.60
5000 m/z 77.10 32.88%
63
27 o1
L S A A A L L I WL S I
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75054: Pyrazole-4-carboxaldehyde-, 3,5-dimethyl-1-(3,4-di.. REEREEEEEE R e
228 18.80 19.00 19.20 19.40 19.60
m/z 51.10 14 .36%
5000
105 185
158
0,.”Lﬁﬁli o S I N — T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 11 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.69 2.00 ng 271898 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2868 (19.688 min): BG022573.D (-2866) (-) m/z 73.00 100.00%
41
5000
342 399 599 19.40 19.60 19.80 20.00
Ol 313 429 480 m/z 41.10 56.50%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108843: Octadecanoic acid
Vil
5000 LN B BN SULRILN R
19. 40 19 60 19. 80 20 00
m/z 43.10 54_.71%
LI
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
119.40 19,60 19.80 20.00
5000 129 m/z 57.10 53.62%
199 242
101, = 157
e S L L B S WAL L S I B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75071: Tetradecanoic acid B Eaa B
78 19.40 19.60 19.80 20.00
43 m/z 60.10 47 .21%
5000 129
J 185 228
OIIJIIII MlP |F-5“|L||l|||||||||||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450 500 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 : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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 12 unknown21.43 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.43 4.32 ng 686476 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-4,6-dimethoxypyrimidine 155 C6H9N302 036315-01-2 38
2 Cyclohexanol, 4-(1,1-dimethyleth... 196 C13H240 025201-49-4 37
3 Ethyl 2-butyramido-3,3,3-trifluo... 298 C12H21F3N203 1000224-23-4 36
4 1,2-Cyclohexanedicarboxylic acid... 396 C24H4404 000084-71-9 27
5 6-Amino-1,3-dimethyluracil 155 C6H9N302 006642-31-5 25
Abundance Scan 3165 (21.433 min): BG022573.D (-3161) (-) m/z 155.10 100.00%
185
5000 >
2 109 ' 21.20 21,40 2160 21.80
208 : : : :
oo (L)} 181208 251 285311 342367 415443475 s T eS0T BT 10
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26649: 2-Amino-4,6-dimethoxypyrimidine
155
5000
21.20 21.40 21.60 21.80
125 m/z 71.10 36.97%
0 H \‘ HH A H\ ‘..|....|....|....l....l....l....l....|.
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
155
21.20 21.40 21.60 21.80
5000 57 m/z 81.10 27.18%
- 95
121
O S R L L UL UL WL WL S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116121: Ethyl 2-butyramido-3,3,3-trifluoro-2-(propylamino... L R AL
4 155 21.20 21.40 21.60 21.80
m/z 43.10 24 .69%
5000
71
113 225
mz-> 0 50 100 150 200 250 300 350 400 450 500 2120 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022573.D

Acq On : 25 Jun 2016 14:07

Operator : UM/SJ

Sample - H3633-10

Misc :

ALS Vial : 34 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]
unknown5 .24 5.24 6.1 ng 301177 1 8.17 982262 20.0
Ethanol, 2-phenoxy- 11.33 14.7 ng 1005420 2 10.99 1372920 20.0
2H-Pyran-2-one, 3... 13.33 2.3 ng 242765 3 14.80 2136260 20.0
Propylparaben 15.86 4.6 ng 492290 3 14.80 2136260 20.0
Benzoic acid, 2-h... 17.46 2.7 ng 367876 4 17.56 2714690 20.0
Homomenthyl salic... 18.17 5.6 ng 754786 4 17.56 2714690 20.0
Bromacil 18.52 3.8 ng 516898 4 17.56 2714690 20.0
Oxybenzone 19.19 22.8 ng 3093620 4 17.56 2714690 20.0
Octadecanoic acid 19.69 2.0 ng 271898 4 17.56 2714690 20.0
unknown21.43 21.43 4.3 ng 686476 5 21.85 3175440 20.0
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