LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016957.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - G2058-03

Misc :

ALS Vial : 8 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 2.914 34 38 47 rBvY 318216 489984 10.26% 2.096%
2 2.991 47 51 58 rvVv 562307 658374 13.78% 2.816%
3 4.912 372 378 386 rvB 39654 61388 1.28% 0.263%
4 5.376 450 457 464 rBV 482803 701307 14.68% 3.000%
5 6.957 719 726 737 rVB 334262 513726 10.75% 2.197%

7.327 781 789 799 rBV 940843 1476671 30.91% 6.316%
7.791 861 868 876 rBV 228049 369059 7.73% 1.579%
8.114 915 923 931 rVB 794325 1251346 26.19% 5.352%
8.948 1058 1065 1072 rBV 756877 1235518 25.86% 5.285%
10.582 1336 1343 1351 rBV 339125 558469 11.69% 2.389%

=
QO ~NO®

11 13.055 1757 1764 1770 rBV 1932398 2876008 60.20% 12.302%
12 14.430 1990 1998 2006 rBV2 561275 846776 17.72% 3.622%
13 14.859 2063 2071 2087 rBV 449610 752476 15.75% 3.219%
14 15.917 2244 2251 2265 rBV 1813444 2639186 55.24% 11.289%%
15 17.174 2459 2465 2471 rBV 786861 1096154 22.94% 4_.689%

16 17.268 2474 2481 2492 rVB7 19227 48681 1.02% 0.208%
17 18.067 2612 2617 2628 rBvV2 125000 188956 3.96% 0.808%
18 19.348 2831 2835 2839 rBV2 78496 106815 2.24% 0.457%
19 19.800 2906 2912 2918 rBV 3851124 4777417 100.00% 20.435%
20 20.670 3057 3060 3065 rVB 46623 55571 1.16% 0.238%

21 21.058 3123 3126 3133 rBV2 117781 154404 3.23% 0.660%
22 21.346 3170 3175 3184 rVB 882594 1144750 23.96% 4._.897%

23 22.503 3368 3372 3377 rBV 211195 291371 6.10% 1.246%
24 23.649 3559 3567 3575 rVB 553234 1084445 22.70% 4.639%

Sum of corrected areas: 23378852

8270-BG0O50515.M Tue May 12 15:38:28 2015 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016957.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - G2058-03

Misc :

ALS Vial : 8 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

Abundance TIC: BG016957.D
3500000
3000000
2500000
2000000
1500000

7.33
1000000 8.11

.99

5000001 291 6.96 279 10.58

4.91 A A

I L L L L o L

T
Time--> .00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016957.D

8.95

N

w

1980
3500000

3000000
2500000
2000000 13.06 15.92
1500000
1000000 1717

14.43
500000 14.86

. 7 27 18)L07 19}{35

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG016957.D

3500000
3000000
2500000
2000000
1500000
1000000 21.35

23.65

500000 22,50
20,67 21.06 i

e e

Time--> 21.00 21.50 22.00 2250 23.00 2350 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 : BG016957.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - G2058-03

Misc :

ALS Vial : 8 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.

2,09 35.68n9 658374  1,4-Dichlorobenzene-da 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
cetamide, N-ethyl- 87 C4HO9NO 000625-50-3 9
-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 51 (2.991 min): BG016957.D (-47) (-) m/z 72.95 100.00%

73
5000 43

| 280 300 320 340
B - L 0T A R m/z 43.00 44.51%

: Ay
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000

280 3.00 3. 3.40
m/z 55.05 26.52%

L
o o e B I o o L B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73

a1 280 3.00 320 3.40
5000 m/z 87.10 25.43%
15 /\
LA L UL UL L WL BN WL UL WL SN W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2022: 1,3-Dioxolane, 2-methy!- —
3 2. 80 3. 00 3. 20 3. 40

m/z 41.05 14 _.76%

5000 43

IIIJIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIII IIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.80 300 3.20 3.40

8270-BG050515.M Tue May 12 15:38:30 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016957.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - G2058-03

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.91 3.33 ng 61388 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 7H-1,3-Dioxolo[4,5]Ffuro[3,2-d][1... 274 C13H2206 1000141-70-0 28
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Formamide, N-formyl-N-methyl- 87 C3H5NO2 018197-25-6 9

Abundance Scan 378 (4.912 min): BG016957.D (-372) (-) m/z 43.00 100.00%
a3
101 IR AR RN SR LR
460 480 500 520
b 8w 208 20 281 85 oG 4. 40%
m/z--> 50 100 150 200 250 300 350
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 5.00 5.20
0
s l 101 m/z 58.00 16.16%
I L
m/z--> 50 100 150 200 250 300 350
Abundance
43
87 460 4.80 5.00 5.20
5000 m/z 101.00 16.00%
69 171
107 130 229 759
m/z--> 50 100 150 200 250 300 350
Abundance #3092: 5-Hexen-2-one TTT T T it L IA|
43 4.60 4.80 5.00 5.20
m/z 41.05 9.26%
5000
15
.
m/z--> 50 100 150 200 250 300 350 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016957.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - G2058-03

Misc :

ALS Vial : 8 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 unknown7.33 Concentration Rank 1

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

7.33 80.02 ng 1476670 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 13
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 790 (7.333 min): BG016957.D (-781) (-) m/z 132.00 100.00%
5000 68
40 54 % 7.00 720 7.40 7.60
8 Al 203 222 m/z 68.00 43.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 A L UL S
7.00 7.20 7.40 7.60
m/z 134.00 32.73%
15 2839 52 %3 77 90 104,
IIIII""I""I"""""""'I""III

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132
e Emmaa
7.00 7.20 7.40 7.60
5000 m/z 66.00 30.59%
2 57 69
89 103
115
A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13679: 5-Fluoro-2-chloropyrimidine D
132 7.00 7.20 7.40 7.60
m/z 69.00 18.93%
5000
‘M 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60

8270-BG050515.M Tue

May 12 15:38:31 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016957.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - G2058-03

Misc :

ALS Vial : 8 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 Dodecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .86 17.77 ng 752476 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2071 (14.859 min): BG016957.D (-2063) (-) m/z 73.00 100.00%

5000

|

14. 60 14. 80 15. 00 15 20

284 327 461485 m/z 60.00 93.53%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #56046: Dodecanoic acid /k
6
5000 129 R R S I B
85 157 14. 60 14. 80 15.00 15.20
29 m/z 41.05 85.23%
i

‘ ‘ ‘ 200
Y O
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

a3 73

14.60 14. 80 15. 00 15.20

5000 m/z 43.00 78.30%
129
214
97 171
A B B s m e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #46616: Undecanoic acid R R e
60 14. 60 14. 80 15. 00 15 20

m/z 55.00 66.76%

50001 29
87 129
157 186

m/z--> 0 50 100 150 200 250 300 350 400 450 14. 60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016957.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - G2058-03

Misc :

ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.07 3.45 ng 188956 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 55
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 2618 (18.073 min): BG016957.D (-2612) (-) m/z 73.00 100.00%
43
>0 /\J‘W
g7 129 157 165 213 56 oy A
17.80 18.00 18.20 18.40
308
285 36 __ 45 /7 43.05 85.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92227: n-Hexadecanoic acid
43
73
5000 R AN SN SUNURN B
17.80 18.00 18.20 18.40
12 256 m/z 60.00 75.50%
97
_ jlnhw;wlwlmlL ;19}?%‘,|2}? N
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43 17.80 18.00 18.20 18.40
5000 m/z 41.05 75.29%
129
185 228
97
157
m/z--> 55 160 1éo 260 250 360 3éo 460 WMJ\fMWMMAuWj\mwmwhmﬂmmf$v
Abundance #83686: Pentadecanoic acid R B B AR RS Ba SR
43 7B 17.80 18.00 18.20 18.40
m/z 55.10 67 .09%
5000 129
97 199 242
L T |,
-Lhu--ﬂﬂm*““-uh4ﬁ-|“--- U PURELE SRR U R AN SN SUNRN B
m/z--> 50 100 150 200 250 300 350 400 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 : BG016957.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - G2058-03

Misc :

ALS Vial : 8 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 Heptafluorobutanoic acid, h... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.06 2.70 ng 154404 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 81
2 1-Hexadecanol 242 C16H340 036653-82-4 76
3 1-Docosanol 326 C22H460 000661-19-8 76
4 1-Tetracosanol 354 C24H500 000506-51-4 76
5 1-Eicosanol 298 C20H420 000629-96-9 70
Abundance Scan 3126 (21.058 min): BG016957.D (-3123) (-) m/z 55.00 100.00%
565 83
5000
| 153 207 249281 20.80 21.00 21.20 21.40
- ,....,...--.,l.~..-.t bt s s M3 M "m/z 57.05  98.17%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
5000 LRI SN SULRURE SRS IR
20,80 21.00 2120 21.40
- m/z 43.05 95.60%
169 238
|--“-‘-“|‘ “ ‘ ‘M ‘\ e I2:!.0 . ”2?? e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
83 UL SUNILE SRR B
20.80 21.00 21.20 21.40
5000 m/z 83.05 86.61%
111
2 139163195224
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131002: 1-Docosanol B L
43 20.80 21.00 21.20 21.40
m/z 69.05 85.60%
5000 83
11
15) | | 139168196224252280308
miz-> 0 50 100 150 200 250 300 350 400 450 500 20,80 21.00 2120 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016957.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - G2058-03

Misc :

ALS Vial : 8 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 6

R.T. EstConc Area Relative to ISTD R.T.
22.50 5.37 ng 291371 Perylene-di12 23.64

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octabenzone 326 C21H2603 001843-05-6 93
2 2-Methoxycarbonyl-7,8-trimethyle... 280 C12H12N204S 1000280-98-1 25
3 9-Propanoyl-1,2,3,4,5,6,7,8-octa... 242 C17H220 1000255-01-4 23

4 1,3,4-Thiadiazole,

2-(5-nitropyr... 325 C10H7N504S2

1000260-74-4 23

5 Phen-1,3-diol, 2-benzoyl- 214 C13H1003 063411-81-4 12
Abundance Scan 3371 (22.497 min): BG016957.D (-3368) (-) m/z 213.00 100.00%
213
5000 157
a 115 1 326 SN & S —
ﬂ 22.20 22.40 22.60 22.80
257
bl lode 280 2o7ass | s 392 420 493 7 T0am05 40 65
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #130902: Octabenzone
213
5000 L LI L L B R BB |
137 2220 2240 22.60 22.80
43 77105 326 m/z 137.00 34 .54%
..J‘N.u‘..,y b 2RO L 249 281 ot S —
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
213
e R
22.20 22.40 22.60 22.80
5000 67 m/z 326.20 28.98%
280
14 41 117 155186 | 25
e e B o T O
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #83817: 9-Propanoyl-1,2,3,4,5,6,7,8-octahydrophenathrene
213 22.20 22.40 22.60 22.80
m/z 105.00 28.11%
5000
242
57 g 115143 1?5
T | . ol
R i e e R R AR RS e e
mz-> 0 50 100 150 200 250 300 350 400 450 22.20 22.40 22.60 22.80
8270-BG050515.M Tue May 12 15:38:34 2015

Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016957.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - G2058-03

Misc :

ALS Vial : 8 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 35.7 ng 658374 1 7.80 369059 20.0
2-Pentanone, 4-hy... 4.91 3.3 ng 61388 1 7.80 369059 20.0
unknown? .33 7.33 80.0 ng 1476670 1 7.80 369059 20.0
Dodecanoic acid 14.86 17.8 ng 752476 3 14.43 846776 20.0
n-Hexadecanoic acid 18.07 3.5 ng 188956 4 17.17 1096150 20.0
Heptafluorobutano... 21.06 2.7 ng 154404 5 21.35 1144750 20.0
Octabenzone 22.50 5.4 ng 291371 6 23.64 1084450 20.0
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