LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088244.D

Aca On : 22 Jun 2016 7:21

Operator : UM/SJ

Sample : H3633-03

Misc :

ALS Vial : 28 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:\HPCHEM1I\BNA F\METHODS\8270-BF060716.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 1.644 4 5 14 rVB 148098 254600 8.71% 1.293%
2 1.758 14 15 63 rvB 1333900 2922121 100.00% 14.840%
3 4.787 278 280 297 rVB 67818 96654 3.31% 0.491%
4 5.233 318 319 337 rVB 613995 892633 30.55% 4_.533%
5 6.296 411 412 420 rBV 531015 573010 19.61% 2.910%

6.422 420 423 425 rBV 1548564 1626521 55.66% 8.260%
6.650 441 443 449 rVB 538276 453523 15.52% 2.303%
6.810 454 457 459 rBV 1152129 1561606 53.44% 7.931%
1308734 1261103 43.16% 6.405%
7.930 554 555 558 rBvV 547754 612381 20.96% 3.110%
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11 9.016 647 650 652 rVB 2405174 2472620 84.62% 12.557%
12 9.336 676 678 683 rBB 25057 34050 1.17% 0.173%
13 9.679 706 708 711 rBV 607644 690808 23.64% 3.508%
14 10.468 775 777 780 rBv2 923964 1273031 43.57% 6.465%
15 11.131 833 835 836 rBvV 75570 70570 2.42% 0.358%

16 11.165 836 838 840 rvv 770201 692642 23.70% 3.518%
17 11.519 867 869 871 rvVB 212382 176707 6.05% 0.897%
18 12.125 920 922 925 rBV 525237 593040 20.29% 3.012%
19 12.742 974 976 979 rBvV 1728181 2093211 71.63% 10.631%
20 13.577 1047 1049 1050 rBV 36892 41572 1.42% 0.211%

21 13.611 1050 1052 1054 rVB 153953 143818 4.92% 0.730%
22 13.794 1065 1068 1073 rVB 559836 615463 21.06% 3.126%
23 14.194 1101 1103 1104 rBV 33301 42757 1.46% 0.217%
24 14.628 1139 1141 1146 rBV 21355 33144 1.13% 0.168%
25 15.165 1186 1188 1201 rVB 342798 462844 15.84% 2.351%

Sum of corrected areas: 19690429
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF062116\

BF088244.D

22 Jun 2016 7:21

UM/SsJ

H3633-03

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088244.D

Aca On : 22 Jun 2016 7:21

Operator : UM/SJ

Sample - H3633-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.79 4.26 ng 96654 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 280 (4.787 min): BF088244.D (-278) (-) m/z 43.10 100.00%
43
59
5000
101
440 4.60 4.80 5.00 5.20
83
o...,....,....,....','::..??u."l,....,....,.-...,...:,....,. m/z 59.10 64.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USSR R UL L
440 4.60 4.80 5.00 5.20
m/z 101.10 23.63%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 5.00 520
5000 m/z 58.10 17.75%
101
15 97 71
0 33 49 %6 g2 77 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e e
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.34%
5000 101
28 59
70 84
N | O PR N - Y-8 P SR N EN— |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088244.D

Aca On : 22 Jun 2016 7:21

Operator : UM/SJ

Sample - H3633-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.42 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.42 71.73 ng 1626520 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 423 (6.422 min): BF088244.D (-420) (-) m/z 132.00 100.00%
5000
68
I RRE e
40 54 7 g7 ¥ 105118 6.00 6.20 6.40 6.60 6.80
0 B e o e m/z 68.10 33.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 | LI LB LB L L LN N L
6.00 6.20 6.40 6.60 6.80
0
31 51 78 m/z 134.00 33.65%
0 ‘ b1 H 1 . !
B B B A B e A B o o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
R B e
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.10 21.51%
41 97
53 117
79
88 106
oLt il S8 2P e W e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 13.60%
116
5000 98
SIS NI I T N S S | (.
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6. 40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088244.D

Aca On : 22 Jun 2016 7:21

Operator : UM/SJ

Sample - H3633-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Homosalate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.52 5.10 ng 176707 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Homosalate 262 C16H2203 000118-56-9 95
2 Cvclohexene. 3.5.5-trimethvl- 124 C9H16 000933-12-0 35
3 4.6-Dimethvl-2-pvrimidinvlhvdrazine 138 C6H10N4 023906-13-0 27
4 2-Propenoic acid. 2-methvl-. 3.3... 210 C13H2202 007779-31-9 22
5 Cyclohexanol, 3,3,5-trimethyl-, ... 184 C11H2002 024691-16-5 14

Abundance Scan 869 (11.519 min): BF088244.D (-867) (-) m/z 138.00 100.00%

9 138

5000
262 11.20 11.40 11.60 11.80
0 m/z 69.10 95.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112426: Homosalate
41
5000 55 --|----|A-------|----|
83 24 11.20 11.40 11.60 11.80
m/z 109.10 78.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
67 e REmEEmEEEs
M 11.20 11.40 11.60 11.80
5000 m/z 120.00 75.75%
82
124
95
54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17118: 4,6-Dimethyl-2-pyrimidinylnydrazine T ,A e Aama
138 11.20 11.40 11.60 11.80

m/z 121.00 55.61%

5000 109

1528 | %80 | 123

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088244.D

Aca On : 22 Jun 2016 7:21

Operator : UM/SJ

Sample - H3633-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Oxybenzone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.13 17.12 ng 593040 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxvbenzone 228 C14H1203 000131-57-7 98
2 Ethanone. 1-(2-hvdroxv-4-methoxv... 166 C9H1003 000552-41-0 27
3 Benzaldehvde. 3-methoxv-. oxime 151 C8HI9NO2 038489-80-4 27
4 4-Methoxvformanilide 151 C8H9NO2 005470-34-8 27
5 _alpha.-Amino-3"-hydroxy-4"-meth... 181 C9H11NO3 090765-44-9 27
Abundance Scan 922 (12.125 min): BF088244.D (-920) (-) m/z 151.00 100.00%
151
227
5000
77
105 11,80 12.00 12.20 12.40 |
39 : : : :
obr ,....,..|!'. A I G I L B IRy o B TR T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84309: Oxybenzone
151 227
5000 USRI SRR SRR B
77 11,80 12.00 12.20 12.40
105 m/z 228.10 44 _33%
15 27 39 \M 3 9 | 128 | 168184197211 |
m/z--> 20 45 60 85 100 150 140 160 1éo 200 220
Abundance
151
11,80 12.00 12.20 12.40 |
5000 m/z 77.10 34 .78%
166
ol 15 27 43 55 69 g 95 108 123136
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24890: Benzaldehyde, 3-methoxy-, oxime R ARRmsE S B
151 11.80 12.00 12.20 12.40
m/z 105.00 16.89%
5000
108
0 81 94 ‘\ :}2\4 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088244.D

Aca On : 22 Jun 2016 7:21

Operator : UM/SJ

Sample - H3633-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 1,2-Cyclohexanedicarboxylic... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.61 4.67 ng 143818 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Cvclohexanedicarboxvlic acid... 368 C22H4004 1000339-45-5 72
2 1.2-Cvclohexanedicarboxvlic acid... 312 C18H3204 1000339-57-1 59
3 1.2-Cvclohexanedicarboxvlic acid... 340 C20H3604 1000339-45-2 59
4 1.2-Cvclohexanedicarboxvlic acid... 324 C19H3204 1000339-73-8 53
5 1,2-Cyclohexanedicarboxylic acid... 352 C21H3604 1000339-74-1 53
Abundance Scan 1052 (13.611 min): BF088244.D (-1050) (-) m/z 155.10 100.00%
155
5000
57
113 S B U
173 13.20 13.40 13.60 13.80 14.00
o> b ,'l.H. s "m/z 57.05  35.46%
m/z--> 50 100 150 200 250 300 350
Abundance #195611: 1,2-Cyclohexanedicarboxylic acid, 2-ethylhexyl is...
155
5000 R UL SURRIRN UL R
13.20 13.40 13.60 13.80 14.00
ne m/z 71.10 29.09%
ol \61 \‘ 19? 173 210 239257 285 368
m/z--> 50 100 150 200 250 300 350
Abundance
155
13.20 13.40 13.60 13.80 14.00
5000 7 m/z 113.10 26 .30%
43
. 10812% | 173 195 2253 313
m/z--> 50 100 150 200 250 300 350
Abundance #176906: 1,2-Cyclohexanedicarboxylic acid, di(2-methylpent... T R B b
155 13.20 13.40 13.60 13.80 14.00
m/z 126.10 20.76%
5000 85
43 126
0 ﬂ 67 108 | | 173 210 2927 311340 )
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062116\
Data File : BF088244.D

Acq On : 22 Jun 2016 7:21

Operator : UM/SJ

Sample - H3633-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
2-Pentanone, 4-hy... 4.79 4.3 ng 96654 1 6.65 453523 20.0
unknown6 .42 6.42 71.7 ng 1626520 1 6.65 453523 20.0
Homosalate 11.52 5.1 ng 176707 4 11.16 692642 20.0
Oxybenzone 12.13 17.1 ng 593040 4 11.16 692642 20.0
1,2-Cyclohexanedi... 13.61 4.7 ng 143818 5 13.79 615463 20.0
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