LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 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 2.917 34 39 48 rBY 294789 462256 12.12% 1.945%
2 2.993 48 52 66 rvB 548677 684810 17.95% 2.881%
3 4.909 374 378 384 rBV2 45663 65030 1.70% 0.274%
4 5.373 451 457 466 rVB 503759 712899 18.69% 2.999%
5 6.959 720 727 737 rBVY 355458 562790 14.75% 2.368%
6 7.323 781 789 798 rBV 911587 1437176 37.68% 6.047%
7 7.788 862 868 875 rBVY 234095 371291 9.73% 1.562%
8 8.111 915 923 931 rBVY 754083 1174848 30.80% 4.943%
9 8.945 1058 1065 1072 rBVY 701052 1154388 30.26% 4.857%
10 10.584 1336 1344 1351 rVB 343002 561558 14.72% 2.363%
11 12.699 1699 1704 1712 rBV5 19085 39815 1.04% 0.168%

12 13.052 1756 1764 1772 rBV 1815272 2571614 67.42% 10.820%
13 14.427 1991 1998 2005 rBV2 532416 838094 21.97% 3.526%
14 14.873 2061 2074 2087 rBV 1071751 2034557 53.34% 8.560%
15 15.919 2245 2252 2260 rBV 1583959 2358639 61.83% 9.923%

16 16.195 2294 2299 2303 rVB2 108586 146726 3.85% 0.617%

17 16.930 2421 2424 2427 rBV 43563 56055 1.47% 0.236%
18 17.171 2457 2465 2474 rBV2 765397 1074377 28.17% 4_.520%
19 17.952 2592 2598 2601 rBVS8 22466 47366 1.24% 0.199%
20 18.070 2613 2618 2626 rBV2 291772 417254 10.94% 1.756%
21 18.146 2628 2631 2635 rVB6 25020 38687 1.01% 0.163%
22 19.204 2806 2811 2813 rBV5 29748 45461 1.19% 0.191%

23 19.345 2831 2835 2844 rBV 190591 285297 7.48% 1.200%
24 19.797 2906 2912 2917 rBV 3154910 3814514 100.00% 16.049%
25 20.667 3057 3060 3065 rVB 54639 62044 1.63% 0.261%

26 21.054 3123 3126 3133 rVB 119966 160964 4.22% 0.677%
27 21.348 3170 3176 3185 rBV 875455 1152516 30.21% 4._.849%

28 22.500 3367 3372 3377 rBV 247400 358604 9.40% 1.509%
29 23.640 3559 3566 3574 rVB 573261 1078600 28.28% 4 ._.538%

Sum of corrected areas: 23768230
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016977.D

Acqg On 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

j\t

TIC: BG016977.D

7.32
8.11

2.99

6.96 10.58

7.79

L

4’.\91

0
Time-->

I
10.00 10.50 11.00

5.00

3.00 3.50

4.00 4.50

550 6.00 650 7.00 7.0

8.00 850 9.00 9.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG016977.D

1980

13.05
15.92

14.87
17.17

14.43
18.07

19.34
16.20
12,70 17.96.15

1920

16.93

J

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG016977.D

21.35
23.64
22.50

2067 24,05 L }\

0
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 : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 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 4

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

2.99 36.89 ng 684810 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 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 50
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 51 (2.987 min): BG016977.D (-48) (-) m/z 73.05 100.00%

280 300 320 340

73
5000 ]T

R X S E— m/z 43.05 46.58%
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000

280 3.00 3. 3.40
m/z 55.05 26.97%

i
e 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
73

a1 280 3.00 3.20 3.40
5000 m/z 87.10 24 .81%
15 A
L S UL L UL UL DL LR L B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1968: Silane, tetramethyl- e e SR B
73 2. 80 3. 00 3. 20 3. 40

m/z 41.00 13.86%

5000

45

m/z--> 0 50 100 150 200 250 300 350 400 450 2. 80 3. 00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 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 3.50 ng 65030 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol 130 C8H180 000589-98-0 47
2 4,5-Dimethyl-3-heptanol 144 C9H200 019549-76-9 25
3 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 25
4 1,3-Dioxolane-4-methanol, 2,2-di... 132 C6H1203 000100-79-8 25
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 23

Abundance Scan 378 (4.909 min): BG016977.D (-374) (-) m/z 43.00 100.00%
59
5000
101 AR NRARE SRRRE RN RN
73 4.60 4.80 5.00 5.20
& 101 221 m/z 59.00 62.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13189: 3-Octanol
59
83
5000 AN AN RN LRSS
4 460 480 500 520
2 101 m/z 41.00 14 .85%
14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59
4.60 4.80 5.00 5.20
5000 m/z 101.00 14.73%
41
97
27 84 115
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122643: Hexaethylene glycol dimethyl ether e}
59 4.60 4.80 5.00 5.20
m/z 58.00 14 .53%
5000
103
‘H “ “ 73 81 ‘ 117133147160175191207221 265
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.60 4.80 5.00 5.20

8270-BG050515.M Tue May 12 16:01:38 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 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 77.42 ng 1437180 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 788 (7.317 min): BG016977.D (-781) (-) m/z 132.00 100.00%
132
5000 68
40 916 sos 700 7.20 7.40 7.60
. m/z 68.00 46.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AL L IR I
7.00 7.20 7.40 7.60
21 ‘ m/z 66.00 33.29%
.‘“‘.‘lu.‘.‘..l‘....l....l.... —
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
700 7.20 7.40 7.60
5000 97 m/z 134.00 32.35%
70
31 g
m/z--> 50 100 150 200 250 300 350 400
Abundance #48639: Tranylcypromine-propionyl R m
57 132 7.00 7.20 7.40 7.60
m/z 69.10 21.93%
5000 98
7
'|‘”"h " MM"l" %58' }ggll LELES SUNLELESY UL URLELEL U A A L U
m/z--> 50 100 150 200 250 300 350 400 7.00 7.20 7.40 7.60

8270-BG050515.M Tue May 12 16:01:39 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 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 3
R.T. EstConc Area Relative to ISTD R.T.
14.87 48_.55 ng 2034560 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 50
4 Nonanoic acid 158 C9H1802 000112-05-0 47
5 Octanoic Acid 144 C8H1602 000124-07-2 47

Abundance Scan 2073 (14.867 min): BG016977.D (-2061) (-) m/z 73.00 100.00%

5000

[

14.60 14.80 15.00 15.20
m/z 60.00 99.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56046: Dodecanoic acid
6
5000 129 LI L L L L L
157 14.60 14.80 15.00 15.20
29 7 m/z 41.05 91.59%
T ‘ ‘ 200
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
R e e R
14.60 14.80 15.00 15.20
5000{ og m/z 43.05 89.04%
a7 129
157 186
L o o e L e e i e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65595: n-Capric acid isopropy! ester R R Ee s
43 14.60 14.80 15.00 15.20

m/z 55.05 69.70%

5000

=
~

[ w
[

— O
N
[

N
©
ey
62
al

[

©

©

Mm

I I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 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 unknownl6.20 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.20 2.73 ng 146726 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,5-Pyrrolidinedione, 1-ethyl- 127 C6HONO2 002314-78-5 40
2 4-Amino-2,6-dihydroxypyrimidine 127 C4H5N302 000873-83-6 40
3 Isopropylphoshonic acid, fluoroa... 238 C11H24F02P 1000273-54-8 40
4 1-Ethylhexyl isopropylphosphonof... 238 C11H24F02P 1000298-40-4 38
5 2,3,4-Trimethyl-isoxazol-5(2H)-one 127 C6HINO2 007713-68-0 37
Abundance Scan 2300 (16.201 min): BG016977.D (-2294) (-) m/z 127.00 100.00%
5000
84
42 110 153 VAU R AR
15.80 16.00 16.20 16.40 16.60
...,....l;'|'...‘.,.!-..~,'....,....,.' ..,...|.,.l...18.2]..ﬁ(’.7..,.... 252271 290 | 77 83.95  34.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11392: 2,5-Pyrrolidinedione, 1-ethyl-
56 127
28
5000 84
15.80 16.00 16.20 16.40 16.60
99 m/z 110.00 22 .32%
”'Pm'N'J'JhI”'w“'W'M"“'P”'P'“P'”I”'W“'W'”W'“W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
127
15.80 16.00 16.20 16.40 16.60
5000 68 m/z 42.05 21.11%
43
84
27 99
mmmwwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80686: Isopropylphoshonic acid, fluoroanhydride, 1-methyl...
127 15.80 16.00 16.20 16.40 16.60
m/z 153.00 19.78%
5000
43
153
S L = TR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 8 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.07 7.77 ng 417254 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 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 53

Abundance Scan 2618 (18.070 min): BG016977.D (-2613) (-) m/z 43.05 100.00%
43 73
5000 129
97 256 e s Al
|1T7 llTS \ 23 l - 267 17.80 18.00 18.20 18.40
el Ly B e m/z 73.00 88.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid
43 7
5000 256
129 17.80 18.00 18.20 18.40
97 m/z 60.00 85.93%
LA g 57
: |‘| Hl‘ Hl‘:””:“hl“ M:”ﬁ I\I‘I I\ I‘Im 2|3|6|‘| —— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
17.80 18.00 18.20 18.40
m/ 41 .05 84.21Y%
5000 129 z 0
185
97
18 157 228
miz-> 50 100 150 200 250 300 350 400
Abundance #83683: Pentadecanoic acid AR A
43 7 ﬂmmmmmmm
m/z 55.10 76.52%
5000
129 242
AT L
al Lilllwl IHHI\ .“L.‘. .1‘}9. Ll ‘I I T e S T e
m/z--> 50 100 150 200 250 300 350 400 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.34 4.95 ng 285297 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2834 (19.339 min): BG016977.D (-2831) (-) m/z 43.05 100.00%
5000 vaf\w/‘/\
19,00 19.20 19.40 19.60
m/z 73.00 92.83%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 IUNNUMUVEUARR RS
19.00 19.20 19.40 19.60
‘ o7 185 a1 m/z 57.05 83.47%
|15| “. "“I i) ‘k‘“h.“l .‘:lls‘.?.‘ .“. ‘|2.]‘-3.‘. .“ 2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 19,00 19.20 19.40 19.60
5000 o84 m/z 60.00 72.78%
129
97
185
157 213 241 oo app 372
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #83686: Pentadecanoic acid
43 73 19.00 19.20 19.40 19.60
m/z 41.00 72 .36%
5000 129
97 199 242
157
I‘HIIIILMIIII{IF'§¢)IIIIII T e
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 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 10 1-Nonadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.05 2.79 ng 160964 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 1-Tetracosanol 354 C24H500 000506-51-4 93
3 1-Eicosanol 298 C20H420 000629-96-9 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 3125 (21.048 min): BG016977.D (-3123) (-) m/z 43.05 100.00%
43
83
5000
111
| lpm&mnﬂw 308 385 489 20.80 21.00 21.20 21.49
i e B e O T e e L o m/z 55.10 75.63%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43 97
69
5000 LR BRI R BRI B
mmmmmmmm
125 m/z 41.10 70.79%
15J L‘M w\ L 154 182 210 238 266
miz--> 0 éo 100 1éo 200 2éo 360 3%0 460 4%0 '
Abundance
57 83
" 20.80 21.00 21.20 2140
5000 111 m/z 83.05 69.97%
29

39
167 195 223 257 280 308 3%

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

Abundance #116747: 1-Eicosanol RS SR
43 20.80 21.00 21.20 21.40
m/z 57.10 61.55%
83
5000
111

18J‘ i1 l11?9167 196 252
R o e B e LS B AN L
miz-> 0 50 100 150 200 250 300 350 400 450 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 : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 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 11 Octabenzone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.50 6.65 ng 358604 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octabenzone 326 C21H2603 001843-05-6 96
2 Decanedioic acid, diethyl ester 258 C14H2604 000110-40-7 35
3 10H-Phenothiazine, 10-methyl- 213 C13H11INS 001207-72-3 32
4 1-Chloromethyl-1-heptyloxy-1-sil... 262 C13H27CI0Si 1000279-33-5 25
5 Naphthalene-2,6-dicarboxylic aci... 376 C24H2404 1000189-60-8 23
Abundance Scan 3372 (22.500 min): BG016977.D (-3367) (-) m/z 212.95 100.00%
213
5000 157
a 105 326 SN U—
22.20 22.40 22.60 22.80
186
— “ A8l L L I57 186, ] 231249260 295 | 853 | 77514 00  34.88%
m/z--> 50 100 150 200 250 300 350
Abundance #130902: Octabenzone
213
5000
137 22.20 22.40 22.60 22.80
43 . 105 326 m/z 137.00 33.54%
BT e 249269 308 |
m/z--> 55 160 150 260 250 360 350
Abundance
29 o 171 213
e 2 22.20 22.40 22.60 22.80
5000 m/z 104.95 28.00%
73
148 196 258
m/z--> 55 160 1éo 260 zéo 360 3éo
Abundance #65012: 10H-Phenothiazine, 10-methyl-
213 22.20 22.40 22.60 22.80
m/z 326.20 24 .13%
5000
45 69 gg 107127 154 1?1 L )
m/z--> 55 160 1éo 200 2%0 300 350 2250 2540 22%0 22%0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016977.D

Acq On > 9 May 2015 5:20

Operator : TP/1Z

Sample - G2058-06

Misc :

ALS Vial : 25 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 36.9 ng 684810 1 7.79 371291 20.0
unknown4 .91 4.91 3.5 ng 65030 1 7.79 371291 20.0
unknown? .32 7.32 77.4 ng 1437180 1 7.79 371291 20.0
Dodecanoic acid 14.87 48.5 ng 2034560 3 14.43 838094 20.0
unknownl16 .20 16.20 2.7 ng 146726 4 17.17 1074380 20.0
n-Hexadecanoic acid 18.07 7.8 ng 417254 4 17.17 1074380 20.0
Octadecanoic acid 19.34 5.0 ng 285297 5 21.35 1152520 20.0
1-Nonadecene 21.05 2.8 ng 160964 5 21.35 1152520 20.0
Octabenzone 22.50 6.7 ng 358604 6 23.64 1078600 20.0
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