LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 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:\HPCHEM1\BNA G\METHODS\8270-BG022616.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 3.231 62 67 76 rvv 24038 42349 5.41% 1.101%
2 3.307 76 80 85 rvB 16393 21718 2.78% 0.565%
3 3.842 167 171 177 rBVY 6341 8815 1.13% 0.229%
4 4.653 303 309 314 rBV 10110 15381 1.97% 0.400%
5 4.988 357 366 371 rVB2 5231 9891 1.26% 0.257%
6 5.258 406 412 419 rBV 37698 54796 7.01% 1.424%
7 5.716 484 490 497 rBB 43241 65521 8.38% 1.703%
8 7.309 755 761 770 rBB2 27582 49488 6.33% 1.286%
9 7.696 820 827 834 rVB 87997 148731 19.02% 3.866%
10 8.166 901 907 911 rBV 26118 42287 5.41% 1.099%
11 8.213 911 915 921 rVB 20513 30619 3.92% 0.796%

12 8.490 956 962 969 rBV 120359 202278 25.86% 5.258%
13 9.330 1098 1105 1112 rBB 113059 194215 24.83% 5.049%

14 9.435 1115 1123 1129 rBV3 12533 25668 3.28% 0.667%
15 10.188 1245 1251 1259 rBB2 5234 9846 1.26% 0.256%
16 10.975 1378 1385 1391 rBV 39650 68656 8.78% 1.785%
17 11.480 1465 1471 1479 rBB3 5524 10404 1.33% 0.270%
18 13.401 1790 1798 1807 rBV 334591 505836 64.68% 13.150%
19 13.683 1843 1846 1852 rVB2 6362 9371 1.20% 0.244%
20 14.212 1929 1936 1944 rBV2 8778 14038 1.79% 0.365%
21 14.653 2006 2011 2016 rVB 9447 12809 1.64% 0.333%
22 14.718 2018 2022 2026 rVVv2 4522 7957 1.02% 0.207%
23 14.770 2026 2031 2037 rVB3 65821 105399 13.48% 2.740%
24 15.264 2110 2115 2121 rBV2 8221 12667 1.62% 0.329%
25 15.599 2168 2172 2178 rVB 14511 17372 2.22% 0.452%
26 15.957 2228 2233 2236 rBV 6890 10113 1.29% 0.263%
27 16.251 2273 2283 2289 rBV 176324 265969 34.01% 6.914%
28 16.457 2314 2318 2326 rVB 13452 21446 2.74% 0.558%
29 17.250 2449 2453 2457 rBV2 11930 15065 1.93% 0.392%
30 17.508 2490 2497 2503 rBV 95384 145239 18.57% 3.776%
31 17.796 2540 2546 2553 rBV3 17606 26588 3.40% 0.691%
32 18.378 2639 2645 2655 rBV 129685 194792 24.91% 5.064%
33 18.495 2663 2665 2676 rVBS8 6510 14229 1.82% 0.370%
34 19.089 2762 2766 2769 rBV6 8661 12247 1.57% 0.318%

8270-BG022616.M Mon Feb 29 18:29:18 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 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 G\METHODS\8270-BG022616.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.494 2831 2835 2845 rBV9 13097 32883 4._.20% 0.855%
36 19.641 2854 2860 2872 rBV 136862 209579 26.80% 5.448%
37 19.782 2881 2884 2888 rVB5 10152 12867 1.65% 0.334%
38 20.035 2924 2927 2930 rBV5 8255 12225 1.56% 0.318%
39 20.099 2932 2938 2946 rVB 615961 782083 100.00% 20.331%
40 20.816 3058 3060 3067 rBVS 8339 12683 1.62% 0.330%
41 21.398 3153 3159 3164 rVB3 25892 50249 6.43% 1.306%

42 21.768 3216 3222 3228 rBVY 111911 187641 23.99% 4_.878%
43 25.052 3773 3781 3791 rVB2 57184 154749 19.79% 4.023%

Sum of corrected areas: 3846759
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG021126.D
600000

500000

400000

300000

200000

8.49 9.33

100000

04
Time--> 3.00 350 400 450 500 550 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: BG021126.D

600000

20.10

500000

400000
13.40

300000

200000 16.25

18.38 19.64 21.77

100000 17.51

14.77
13.68 14.21 1114%32 15.2615.6015.96 ||16.46 17.25|| 17.80 850 19.0919

[0 o o I L o o B L e e B R RS S B LA e o o o

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: BG021126.D

600000

500000
400000
300000
200000
100000 25.05

T N

Ol T T T [ e T T T T T T T T T T R e e

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\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8

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

3.31 10.27 ng 21718 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 28
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 80 (3.307 min): BG021126.D (-76) (-) m/z 73.00 100.00%
73.0
5000
43.0 870
55.0 SRR SRR SRR SRR
1] 400 | | 3.00 3.20 3.40 3.60
0'W“W““W“P“W“W“W““J“P“GMWJ”W“P“W“H““W“P“W“wm m/z 43.00 38.33%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 BN SRS SR
43.0 3.00 3.20 3.40 3.60
' 55.0 87.0 m/z 87.00 30.83%
0 %D%O\‘ ‘ NO\‘%O
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
o 350 350 34 3k
5000 ' m/z 54.95 22 .03%
27.0
15.0 81.0
A LA AN AN LR RAAA) ALY NARAA KAL) RERL) WALA) RARAA LARE) KANA) RALRE RARRERAA) ALK RS AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl- B
30.0 3.00 3.20 3.40 3.60
m/z 71.00 11.54%
5000 43.0 87.0
15.0 72.0
0 | ull o 87.0 52.0 59.0
mz-> & 1018 30 95 30 95 4b 45 %0 %5 60 65 70 75 30 3 30 05 300 320 340 360
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Hexen-2-one Concentration Rank 9

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

4._.65 7.27 ng 15381 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 309 (4.653 min): BG021126.D (-303) (-) m/z 83.00 100.00%
55.0 83.0
5000 430
98.0
| | 440 460 480 5.00
o e e e e m/z 55.00 90.27%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one
83.0
55.0
43.0
5000 URREE UL L LR L
29.0 4.40 4.60 4.80 5.00
9.0 m/z 43.00 52.52%
L e
L o a2 e e e,
I [ I [ I I I I I |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
41.0 4.40 4.60 4.80 5.00
5000 m/z 98.00 36.66%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl- R B N mmmas m
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.00 25.20%
5000 43.0
29.0 98.0
\‘\ \‘\\\ Il ‘ | 67'0 75'0 | .
G S S S SRS S RIS SIS UL UL W URREE UL L LR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

5.26 25.92 ng 54796 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 412 (5.258 min): BG021126.D (-408) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 e e REREE N

5.00 5.20 5.40 5.60

83.0 |
0..,....,....','!:..,..'!'Ii....,....,.-...,...:,....,....,....,....,...., m/z 59.00 60.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI I L L L L L L LB
5.00 5.20 5.40 5.60
59.0 m/z 101.00 20.87%
2 |70 830 1010
L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R R AR
41.0 5.00 520 5.40 5.60
5000 m/z 58.00 17.00%
86.0
o 70.0 101.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R i
59.0 5.00 5.20 5.40 5.60

m/z 41.00 10.05%

5000 41.0

H\ It 73.0 126.0 1420

S SO A T ——

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.70 Concentration Rank 2

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

7.70 70.34 ng 148731 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 25
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10

Abundance Scan 828 (7.702 min): BG021126.D (-820) (-) m/z 131.90 100.00%
1319
5000 68.0
400 540 ‘ | 9‘?-0 740 7.60 7.80 8.00 |
) RSN P S | . m/z 68.00 50.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AL R L SRR
69.0 7.40 7.60 7.80 8.00
39.0 57.0 m/z 66.00 36.65%
H ‘ 89.0 103.0
0"P”'P”'P'Jm“Nﬁ“”l””I””I””f”JWM“W&§2”'W"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
A
7.40 7.60 7.80 8.00
5000 m/z 133.90 32.65%
150 280 390 520 830 770 900 1040 .o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R e A Ry
132.0 7.40 7.60 7.80 8.00
69.0 m/z 69.00 24 _05%
104.0
5000
31.0 51.0
0"P'”I“'Wt“wPl”JL'W'”lP'”I“'W'”'P'”I”'W'”'I“” N AR AR LR AR RARRS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 7.40 7.60 7.80 8.00

8270-BG022616.-M Mon Feb 29 18:29:21 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexanoic acid, 2-ethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.44 12.14 ng 25668 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
2 Butanoic acid. 2-ethvl-, 1.2.3-p... 386 C21H3806 056554-54-2 36
3 1-Methvl-1-silacvclopntan-1-ol 116 C5H120Si 1000216-84-4 28
4 Butane. 2-methoxv-2-methyl- 102 C6H140 000994-05-8 12
5 3-Hexanol, 3,5-dimethyl- 130 C8H180 004209-91-0 12

Abundance Scan 1124 (9.441 min): BG021126.D (-1115) (-) m/z 73.00 100.00%
73.0
5000
41.0
m‘” | ﬁ?'g 9.20 9.40 9.60 9.80
o m/z 88.00 72.97%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0
5000 LA I L L L L L LB
41.0 9.20 9.40 9.60 9.80
‘ 01.0 m/z 57.00 29.01%
o0 oy 4o uj A0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 88.0
—
9.20 9.40 9.60 9.80
5000 m/z 41.00 28.87%
0 115.0142.0 173.0  214.0242.0272.0 313.0 355.0
e e L e
m/z--> 50 100 150 200 250 300 350
Abundance #7802: 1-Methy!l-1-silacyclopntan-1-ol e A - L e
60.0 88.0 9.20 9.40 9.60 9.80
m/z 55.00 24 .27%
5000
116.0
m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80

8270-BG022616.-M Mon Feb 29 18:29:21 2016

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Propanedioic acid, phenyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.48 3.03 ng 10404 Naphthalene-d8 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 78
2 N-carbobenzvloxv-cvsteinvlcvsteine 358 C14H18N205S2 189388-08-7 59
3 2-Benzvloxv-4-bromobutane-1.3-diol 274 C11H15Br03 1000191-12-1 40
4 Thiocvanic acid. phenvimethvl ester 149 C8H7NS 003012-37-1 40
5 Benzyl 2-chloroethyl sulfone 218 C9H11CIl02S 066998-67-2 40
Abundance Scan 1471 (11.480 min): BG021126.D (-1465) (-) m/z 91.00 100.00%
91.0
5000
65.0 135.9 ...,....,....,..ﬂ.,v..
39.0 11.20 11.40 11.60 11.80
Y S AR R S S ——— N Y 620 T- <[ R T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #43210: Propanedioic acid, phenyl-
91.0
5000 U DAL B BN B
136.0 11.20 11.40 11.60 11.80
65.0 m/z 65.00 19.30%
39.0
| SR S S WM £/ —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
11,20 11.40 11.60 11.80
5000 m/z 92.00 15.56%
a20 %0
o 124.0 171.0 206.0 262.0 313.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #102516: 2-Benzyloxy-4-bromobutane-1,3-diol R e
91.0 11.20 11.40 11.60 11.80
m/z 39.00 11.03%
5000
65.0
o 90 1 1 1340 170, 01940 2430 2760
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.65 2.43 ng 12809 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Tridecane 184 C13H28 000629-50-5 72
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 64
4 Heptane. 3.4-dimethvl- 128 C9H20 000922-28-1 50
5 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 45
Abundance Scan 2011 (14.653 min): BG021126.D (-2006) (-) m/z 57.00 100.00%
57.0
5000 850
39 ‘l | ‘ 14.40 14.60 14.80 15.00
of A | m/z 43.00 60.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000
85.0 14.40 14.60 14.80 15.00
29.0 : m/z 71.00 55.99%
o | ‘L |, | 1130 1410 169.0 1970 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.00 36.82%
29.0 85.0
o 113.0  141.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27141: Octane, 2,4,6-trimethyl-
57.0 14.40 14.60 14.80 15.00
m/z 41.00 31.12%
5000
85.0
29.0
0 \‘ N \‘\ H‘ | J 110'0127'0 156.0
RIS SO SUREL SURILIS LI BRI B LI L S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00

8270-BG022616.-M Mon Feb 29 18:29:23 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7-Methoxymethyl-2,7-dimethy... Concentration Rank 19

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

15.26 2.40 ng 12667 Acenaphthene-d10 14.77

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 7-Methoxymethvl-2.7-dimethvlcvcl... 164 C11H160 073992-48-0 72

2 Benzenepropanoic acid. .beta...b... 192 C12H1602 025080-84-6 52
1-(2-Methoxv-1-methvlethvl)-2-me... 164 C11H160 1000210-02-1 40

4 Benzenepropanoic acid.

5 Benzene,

-beta.._b.._. 178 C11H1402
1-methyl-4-(1-methyleth... 134 C10H14

001010-48-6 37
000099-87-6 37

Abundance Scan 2114 (15.258 min): BG021126.D (-2110) (-) m/z 119.00 100.00%
119.0
5000 132.0
57.0 91.0
41'0 192.0 TT T [rrrr[rrrr LI B I
||| | || || . 104 9 | 15.00 15.20 15.40 15.60
o...,..-. ' A m/z 132.00 40.41%
m/z--> 100 120 140 160 180
Abundance #31919. 7- I\/Iethoxymethyl 2,7-dimethylcyclohepta-1,3,5-triene
119.0
5000 LI B N B L
91.0 15.00 15.20 15.40 15.60
0
410 7 132.0 m/z 57.00 32.71%
ol 1l ol 19:‘30\‘\ 149.0 164.0
...,....,....,... LA I e B
m/z--> 80 100 120 140 160 180
Abundance
119.0
15.00 15.20 15.40 15.60
5000 m/z 117.00 30.20%
91.0
41.0
500 77.0 105.0 145.0 160.0 177.0 1920
ol el e S e
m/z--> 40 60 80 100 120 140 160 180
Abundance #31895: 1-(2-Methoxy-1-methylethyl)-2-methylbenzene L R o
119.0 15.00 15.20 15.40 15.60
m/z 91.00 29.74%
5000
91.0
45.0
77.0 132.0 164.0
TP e T N B SO R
m/z--> 40 60 80 100 120 140 160 180 15.00 15.20 15.40 15.60

8270-BG022616.-M Mon Feb 29 18:29:23 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.60 3.30 ng 17372 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 2172 (15.599 min): BG021126.D (-2168) (-) m/z 57.00 100.00%
57.0
5000 85.0
113.0 15.20 15.40 15.60 15.80 16.00
(o} m/z 43.00 63.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 AR DA A A
85.0 15.20 15.40 15.60 15.80 16.00
29.0 m/z 71.00 58.52%
0 | L L 1130 1410 1690 282.0
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
57.0
15.20 15.40 15.60 15.80 16.00
5000 85.0 m/z 85.00 44 .07%
29.0

113.0 141.0 169.0 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane
57.0 15.20 15.40 15.60 15.80 16.00
m/z 41.00 36.29%
5000
85.0
29.0
o \ L | | | 1130 1410 184.0
e e e e e e e e e e B I I e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15. 80 16.00

8270-BG022616.-M Mon Feb 29 18:29:24 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Heptacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.95 ng 21446 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Hexadecane 226 C16H34 000544-76-3 83
3 Pentadecane 212 C15H32 000629-62-9 78
4 Tetradecane 198 C14H30 000629-59-4 78
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 2319 (16.463 min): BG021126.D (-2314) (-) m/z 57.00 100.00%
57.0
5000 8.0
130 '~ 16:20 16.40 16.60 16.80
o} L m/z 70.95 77.23%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000
85.0 16.20 16.40 16.60 16.80
m/z 43.00 73.77%
0 2900 | || 1130 15501830 22502530 29503230  380.0
m/z--> 50 100 1%0 200 250 300 350
Abundance
57.0
' 16:20 16.40 16.60 16.80
5000 m/z 85.00 51.63%
85.0
29.0
0 113.0 155.0183.0 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #64575: Pentadecane
57.0 16.20 16.40 16.60 16.80
m/z 41.00 39.98%
5000 85.0
29.0
ol d L] }130 155.0183,0212.0
m/z--> 50 100 1&1,0 200 250 300 350 16,20 16.40 16.60 16.80

8270-BG022616.-M Mon Feb 29 18:29:25 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 unknownl7.25 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.25 2.07 ng 15065 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidineacetic acid 117 C3H7N302 000352-97-6 35
2 Undecane 156 C11H24 001120-21-4 27
3 Undecane. 3.7-dimethvl- 184 C13H28 017301-29-0 22
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 22
5 Tridecane 184 C13H28 000629-50-5 22
Abundance Scan 2453 (17.250 min): BG021126.D (-2449) (-) m/z 41.00 100.00%
41.0 57.0 98.9
5000 124.9
81.
156.9 200.8 L R B EURILL R
| | | 174.8 | 17.00 17.20 17.40 17.60
o et e Tmzz 57.00 94.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8193: Guanidineacetic acid
43.0
99.0
5000 R UM SRR B
71.0 17.00 17.20 17.40 17.60
18.0 m/z 98.90 88.45%
0....|....|....|....|....|..1.1.7|'0....|....|....|....|...
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
"' 17.00 17.20 17.40 17.60
5000 41.0 m/z 43.00 77.27%
85.0
0l_15.0 113.09p99 196.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45567: Undecane, 3,7—dimethy|— LI L L B BB B
43.0 17.00 17.20 17.40 17.60
m/z 71.00 56.28%
5000 L0
27/0
ol | 930 D 1850 asao
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00 17.20 17.40 17.60

8270-BG022616.-M Mon Feb 29 18:29:25 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 Caffeine Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.80 3.66 ng 26588 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 96
2 1.4-Dimethvl-4.5.7.8-tetrahvdroi... 194 C8H10N402 130063-15-9 58
3 4-Phenanthrenol 194 C14H100 007651-86-7 30
4 2-Amino-4-methvlpvrimidine 109 C5H7N3 000108-52-1 27
5 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 25
Abundance Scan 2547 (17.802 min): BG021126.D (-2540) (-) m/z 194.00 100.00%
194.0
109.0
67.0
5000 450 820
151.0 17.40 17.60 17.80 18.00 18,20
0 m/z 109.00 69.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52317: Caffeine
194.0
109.0
5000 55.0
82.0 17.40 17.60 17.80 18.00 18.20
m/z 67.00 60.82%
150 400 137.0 165.0 |
0 ||‘|||l||=‘||l”l||‘l‘||i‘|||‘|||l‘||||||l“|||||||‘|||||||‘|||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
194.0

17.40 17.60 17.80 18.00 18.20
5000 m/z 55.00 40.81%

1000 1380 1650

67.0 82.0
o) NSRS S VSRR S M MMM UMMM -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52039: 4-Phenanthrenol A EEaEE e
194.0 17.40 17.60 17.80 18.00 18.20
m/z 82.00 38.69%
165.0
5000 82.0
0 43.0, 6:‘3‘.0“ " \\\‘97.0 11\5'0 13\9.0 I, l
L B e T B R o AR B S
m/z--> 20 40 60 80 100 120 140 160 180 200 17.40 17.60 17.80 18.00 18.20

8270-BG022616.-M Mon Feb 29 18:29:26 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.38 26.82 ng 194792 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Heptanoic acid 130 C7H1402 000111-14-8 38
4 Tritetracontane 605 C43H88 007098-21-7 11
5 Eicosane 282 C20H42 000112-95-8 11
Abundance Scan 2645 (18.378 min): BG021126.D (-2639) (-) m/z 73.00 100.00%
430 730
5000
129.0 213.1 [\\
97.0 . R e o S R
| 171.0 256.1 18100 1820 18.40 18.60
| MR m/z 43.00 90.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 RS AR ARRE
mmmmmmmm
1290 2560 m/z 60.00 84 .36%
. Ll LT 15201710 10402130 i
m/z--> 25 Jo ' 80 100 150 140 160 180 200 220 250 2éo
Abundance
73.0
43.0 18.00 18.20 1840 1860
5000 129.0 m/z 55.00 75 .34%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12980: Heptanoic acid T
60.0 18.00 18.20 18.40 18.60
m/z 41.00 74 .75%
5000
F 87.0
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 18. oo 18 20 18. 40 18. 60

8270-BG022616.-M Mon Feb 29 18:29:29 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 unknownl19.49 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.49 4.53 ng 32883 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.21octane. 2-methvl- 124 COH16 000766-53-0 46
2 1-Methvlibicvclol3.2.1Toctane 124 C9H16 119972-41-7 41
3 9-Octadecvne 250 C18H34 035365-59-4 38
4 7-Tetradecvne 194 C14H26 035216-11-6 35
5 1-Tetradecyne 194 C14H26 000765-10-6 35

Abundance Scan 2834 (19.488 min): BG021126.D (-2831) (-) m/z 67.00 100.00%

45.0 67.0 95.0

5000

19.20 19.40 19.60 19.80

(o} m/z 94.95 92 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10365: Bicyclo[2.2.2]octane, 2-methyl-
67.0
124.0
5000 410 L L L B
19 20 19. 40 19. 60 19. 80
m/z 45.00 85.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
67.0
109.0 19.20 19.40 19.60 19.80
5000 41.0 m/z 80.95 75.83%
91.0
o} R TN s -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88623: 9-Octadecyne EE BEE
550 | 81.0 19.20 19.40 19.60 19.80
m/z 55.00 66.78%
5000 29.0
137.0
ol LA 1660 1930
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19 20 19. 40 19. 60 19. 80

8270-BG022616.-M Mon Feb 29 18:29:29 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 19 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.64 22.34 ng 209579 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 18
Abundance Scan 2860 (19.641 min): BG021126.D (-2854) (-) m/z 73.00 100.00%
43.0 73.0
5000 JKKNJX
"' 10.40 19.60 19.80 20.00
(o} m/z 43.00 94 .98%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 T = o S,
19. 40 19. 60 19. 80 20. oo
‘ 185.0 241.0 m/z 60.00 84.23%
1.
01.5'.0“. "“I ":'KTI ﬁ‘\lml jllszoj .“. |?1.3..0‘. .“ o .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
19.40 19.60 19.80 20.00
5000 129.0 m/z 55.00 78.08%
1990 242.0
101.0 157.0
L L L L WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester B E B e
43.0 19.40 19.60 19.80 20.00
m/z 57.00 77 .06%
73.0
129.0
185.0
. ) “H 0 | 157010302410 | 550 a7
m/z--> 50 150 2(')0 251,0 300 3&'30 19. 40 19. 60 19. 80 20. oo

8270-BG022616.-M Mon Feb 29 18:29:30 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021126.D

Aca On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 Heptafluorobutyric acid, n-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.40 5.36 ng 50249 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 90
3 1-Tetracosanol 354 C24H500 000506-51-4 90
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 86
5 1-Hexacosanol 382 C26H540 000506-52-5 64

Abundance Scan 3159 (21.398 min): BG021126.D (-3153) (-) m/z 57.00 100.00%

5000
154.0 183.0208.8 239.0 285.0 21.00 21.20 21.40 21.60 21.80
0 m/z 83.00 95.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43.0
69.0
5000 | LN LI L L L LB LB L
21.00 21.20 21.40 21.60 21.80
m/z 69.00 87.24%
0 125.0 169.0195.0 224.0 252.0
IIIIIIIIIIII‘I‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
I i
69.0 21.00 21.20 21.40 21.60 21.80
5000 m/z 55.00 83.30%
97.0
125.0

154.0 183.0 224.0252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol A EEaEE e
43.0 21.00 21.20 21.40 21.60 21.80

m/z 43.00 76.14%
5000 83.0
18.0

o LU 140.0 168.0196.0  238.0266.0  308.0 336.0
N ABARARRARLLY R EAREAR TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.00 21.20 21.40 21.60 21.80

8270-BG022616.-M Mon Feb 29 18:29:31 2016 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022716\
Data File : BG021126.D

Acq On : 27 Feb 2016 22:18

Operator : UM/SJ

Sample : H1576-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022616 .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... 3.31 10.3 ng 21718 1 8.17 42287 20.0
3-Hexen-2-one 4.65 7.3 ng 15381 1 8.17 42287 20.0
2-Pentanone, 4-hy... 5.26 25.9 ng 54796 1 8.17 42287 20.0
unknown7 .70 7.70 70.3 ng 148731 1 8.17 42287 20.0
Hexanoic acid, 2-... 9.44 12.1 ng 25668 1 8.17 42287 20.0
Propanedioic acid... 11.48 3.0 ng 10404 2 10.97 68656 20.0
Hexadecane 14.65 2.4 ng 12809 3 14.77 105399 20.0
7-Methoxymethyl-2_.. 15.26 2.4 ng 12667 3 14.77 105399 20.0
Eicosane 15.60 3.3 ng 17372 3 14.77 105399 20.0
Heptacosane 16.46 3.0 ng 21446 4 17.51 145239 20.0
unknownl17 .25 17.25 2.1 ng 15065 4 17.51 145239 20.0
Caffeine 17.80 3.7 ng 26588 4 17.51 145239 20.0
n-Hexadecanoic acid 18.38 26.8 ng 194792 4 17.51 145239 20.0
unknown19 .49 19.49 4.5 ng 32883 4 17.51 145239 20.0
Octadecanoic acid 19.64 22.3 ng 209579 5 21.77 187641 20.0
Heptafluorobutyri... 21.40 5.4 ng 50249 5 21.77 187641 20.0
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