LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016955.D

Acq On : 8 May 2015 14:14

Operator : TP/1Z

Sample - G2058-01

Misc :

ALS Vial : 6 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-BG050515.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 2.916 34 39 48 rBvY 308990 509370 11.63% 2.175%
2 2.993 48 52 63 rvB 635377 778946 17.79% 3.325%
3 4.914 374 379 387 rvVB 36202 54835 1.25% 0.234%
4 5.372 451 457 465 rBV 503311 719211 16.42% 3.070%
5 6.959 720 727 735 rBV 335163 522509 11.93% 2.231%

7.323 783 789 798 rBV 946876 1475459 33.69% 6.299%
7.793 862 869 875 rvB 231194 368445 8.41% 1.573%
8.110 916 923 931 rVB 787092 1278184 29.19% 5.457%
8.951 1057 1066 1075 rBV 766402 1255324 28.66% 5.359%
10.584 1338 1344 1352 rBV 337930 554366 12.66% 2.367%

=
QO ~NO®

11 13.052 1755 1764 1776 rBV 1971015 2830427 64.63% 12.084%
12 14.432 1991 1999 2007 rBV2 543667 825907 18.86% 3.526%
13 15.919 2245 2252 2263 rBV 1834999 2580576 58.92% 11.017%
14 16.935 2422 2425 2429 rBV2 42939 46920 1.07% 0.200%
15 17.176 2459 2466 2473 rBV2 708343 1062244 24 .25% 4 _535%

16 18.069 2613 2618 2626 rBV 251210 375182 8.57% 1.602%
17 19.350 2832 2836 2843 rBV 224432 320924 7.33% 1.370%
18 19.803 2907 2913 2920 rBV 3551066 4379519 100.00% 18.697%
19 21.066 3124 3128 3135 rVB2 132099 172065 3.93% 0.735%
20 21.266 3158 3162 3169 rVB 533750 602716 13.76% 2.573%

21 21.348 3171 3176 3183 rVB 891356 1094125 24.98% 4.671%
22 22.511 3368 3374 3379 rBV 386317 584067 13.34% 2.494%
23 23.645 3560 3567 3574 rBV2 517169 1032165 23.57% 4._.407%

Sum of corrected areas: 23423486
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA_G\DATA\BG050815\
: BGO16955.D

: 8 May 2015 14:14

> TP/1Z

: G2058-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG016955.D

7.32
8.11 8.95

2.99
5.37

2.92 6.96 779 10.58

491 | i

0
Time-->
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Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG016955.D
19,80

13.05
15.92

17.18
14.43

18.07 19.35
16.94 ﬂ

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG016955.D

21.35
21.27 23.65

2251
21.07] A

Time-->

21.00 2150 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016955.D

Acq On : 8 May 2015 14:14

Operator : TP/1Z

Sample - G2058-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.99 42 .28 ng 778946 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 52 (2.993 min): BG016955.D (-48) (-) m/z 73.10 100.00%

73
5000 43
55 87

| 280 300 320 3.40
el S8 111 38147 a2 207 43 05 45. 480

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 IR S s
280 3.00 320 3.40

43 55 87 m/z 55.00 26.35%
2 \\

m/z--> 20 80 100 120 140 160 180 200
Abundance
73

280 3.00 320 3.40

5000 43 m/z 87.05 24 _95%
58
L B B o e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide B e
280 3.00 3. 20 3.40
73 m/z 41.05 14.71%
5000
44 58
id W
e N —— g RAASANSESLRan g
m/z--> 20 40 60 80 100 120 140 160 180 200 2. 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016955.D

Acq On : 8 May 2015 14:14

Operator : TP/1Z

Sample - G2058-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 3 unknown4.91 Concentration Rank 9

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

4.91 2.98 ng 54835 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanamide 157 C9H19NO 001120-07-6 25
2 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 25
3 2-Furanmethanol, tetrahydro-.alp... 238 C15H2602 026184-88-3 17
4 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 9
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 9

Abundance Scan 378 (4.908 min): BG016955.D (-374) (-) m/z 43.00 100.00%

>0 WL

101 e el =
4.60 4.80 5.00 5.20
....11|..|.-.,|...1‘?(’,....,....250..2?2. S2r8S MY Tm/z 59.00  51.29%

T T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #28095: Nonanamide
59
5000

460 4.80 5.00 5.20
m/z 101.10 19.74%

86
IZQ‘H Il ‘\ | 114 157

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

Abundance
31 59
SV B
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.82%
118
L B L e s B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #81116: 2-Furanmethanol, tetrahydro-.alpha.,.alpha.,5-trim...
59 4.60 4.80 5.00 5.20
31 m/z 73.00 12.89%
5000
143
119
it \H\H» AN N
m/z--> 0 50 15 200 250 300 350 400 450 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016955.D

Acq On : 8 May 2015 14:14

Operator : TP/1Z

Sample - G2058-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 unknown7.32 Concentration Rank 1

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

7.32 80.09 ng 1475460 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 788 (7.317 min): BG016955.D (-783) (-) m/z 132.00 100.00%
132
5000 68
40 96 BESARRRALREBARRANERN
54 7.00 7.20 7.40 7.60
82 115 207221 283 m/z 67.95 44 81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A LN L I I
7.00 7.20 7.40 7.60
70 m/z 66.00 33.34%
S |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
AR MR BB RARR
% lu 7.00 7.20 7.40 7.60
5000 m/z 134.00 31.52%
31 51

mewmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #14006: 5-Aminoindole L e EEa ma
132 7.00 7.20 7.40 7.60
m/z 69.05 19.76%
5000
104
66
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016955.D

Acq On : 8 May 2015 14:14

Operator : TP/1Z

Sample - G2058-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.07 7.06 ng 375182 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2618 (18.069 min): BG016955.D (-2613) (-) m/z 43.05 100.00%

5000

17.80 18.00 18.20 18.40

0 m/z 73.00 98.91%
m/z--> 50 100 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid
43
73
5000

17.80 18.00 18.20 18.40
m/z 60.00 84.98%

97 129 256
LT 129 16171 199213 7

m/z--> 50 100 150 200 250 300 350
Abundance
a3 | 73
17.80 18.00 18.20 18.40
5000 m/z 41.05 81.45%
o 129 171 214
152 195
— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid e et KAl
43 7, 17. 80 18. 00 18 20 18. 40

m/z 55.00 77 .46%

5000
129 T WL
199
‘\Ii\ H “\an g5t | 223

T
m/z--> 150 200 250 300 350 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016955.D

Acq On : 8 May 2015 14:14

Operator : TP/1Z

Sample - G2058-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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.
19.35 5.87 ng 320924 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 60
3 Undecanoic acid 186 C11H2202 000112-37-8 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
Abundance Scan 2836 (19.350 min): BG016955.D (-2832) (-) m/z 43.05 100.00%
48
73
5000
19.00 19.20 1940 19.60
(o} m/z 73.00 72 .46%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #108841: Octadecanoic acid
43
73
5000 AR UL B B B
129 mmmmmmmm
185 284 m/z 41.00 71.90%
241
18 MH‘ ‘”\ H\ ‘\ ‘157|‘|‘||2|1|3‘| |‘||||‘||||||||||||||||||||||
miz—-> 0 50 150 200 250 300 350 400 450
Abundance
73
43 NN DU I
19.00 19.20 19.40 19.60
5000 129 m/z 55.00 68.27%
185
97 228
m/z--> 6 éo 160 1%0 260 2%0 360 3%0 460 4%0 !
Abundance #46615: Undecanoic acid T o R
60 19.00 19.20 19.40 19.60
m/z 60.00 65.52%
5000
29 g5 129
157 186
miz—-> 0 50 100 150 200 250 300 350 400 450 1édo'i§26 iééd 1566""

8270-BG050515.M Tue May 12 15:38:08 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016955.D

Acq On : 8 May 2015 14:14

Operator : TP/1Z

Sample - G2058-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 8 1-Docosene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
2107 3.15ng 172065  Chrysene-di2 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Docosene 308 C22H44 001599-67-3 93
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91

3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

4 1-Tricosanol 340 C23H480 003133-01-5 91
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 3129 (21.072 min): BG016955.D (-3124) (-) m/z 43.00 100.00%
43
200 /\M—LA\/W
S B e R
20.80 21.00 21.20 21.40
il m/z 55.00 88.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121981: 1-Docosene
55
97
5000 LA L L L L L L LB
29 20.80 21.00 21.20 21.40
‘ e m/z 57.10 88.82%
L e we
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
T T
20.80 21.00 21.20 21.40
5000 11 m/z 83.10 88.26%
29
139 168 210 238 266 295
A e o R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester T T
4 20.80 21.00 21.20 21.40
83 m/z 69.05 64.21%
5000
111
‘ ) 41138 182210
e e L B e e
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016955.D

Acq On : 8 May 2015 14:14

Operator : TP/1Z

Sample - G2058-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 9 Octabenzone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.51 11.32 ng 584067 Perylene-di12 23.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octabenzone 326 C21H2603 001843-05-6 93
2 Phen-1,3-diol, 2-benzoyl- 214 C13H1003 063411-81-4 23
3 1,3,4-Thiadiazole, 2-(5-nitropyr... 325 C1OH7N504S2 1000260-74-4 17
4 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 17
5 Harmaline 214 C13H14N20 000304-21-2 16

Abundance Scan 3374 (22.511 min): BG016955.D (-3368) (-) m/z 213.00 100.00%
213
5000 {
137
41 771(\)‘5 1 326 Al R e SR A
nmnmnmnm
185
O .-.Il,n". N b S | 249280 ) 855 401 436 489 | sz 214.00  39.10%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #130901: Octabenzone
213 326
5000 105 137 22.20 22.40 22.60 22.80
41 77 ‘ m/z 137.00 31.50%
15“‘”‘”‘:‘:‘:l‘“u‘u“uhu‘l||1|§|6‘||||?4|.9||2|8|3|||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
213
77 137 22.20 22.40 22.60 22.80
5000 51 m/z 105.00 26.60%
105
168
miz--> 0 §0 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #130058: 1,3,4-Thiadiazole, 2-(5-nitropyrid-2-yl)thio-5-(o...
213 22.20 22.40 22.60 22.80
m/z 326.20 26.12%
5000
123
40 36
167 325 /L“_
miz--> 0 50 100 150 200 250 300 350 400 450 5526 ééid éééo'éésalll
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016955.D

Acq On : 8 May 2015 14:14

Operator : TP/1Z

Sample - G2058-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
Butane, 2-methoxy... 2.99 42.3 ng 778946 1 7.79 368445 20.0
unknown4 .91 4.91 3.0 ng 54835 1 7.79 368445 20.0
unknown? .32 7.32 80.1 ng 1475460 1 7.79 368445 20.0
n-Hexadecanoic acid 18.07 7.1 ng 375182 4 17.18 1062240 20.0
Octadecanoic acid 19.35 5.9 ng 320924 5 21.35 1094130 20.0
1-Docosene 21.07 3.1 ng 172065 5 21.35 1094130 20.0
Octabenzone 22.51 11.3 ng 584067 6 23.65 1032170 20.0
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