LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG022716\
Data File : BG021120.D

Aca On : 27 Feb 2016 18:23

Operator : UM/SJ

Sample : H1565-02

Misc :

ALS Vial : 40 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 3.085 37 42 61 rvv 733074 1038666 100.00% 25.168%
2 3.232 62 67 77 rVB 12411 22020 2.12% 0.534%
3 5.259 405 412 420 rBB 27950 41239 3.97% 0.999%
4 5.717 484 490 498 rBB 130138 207061 19.94% 5.017%
5 7.309 754 761 769 rBB 143400 244143 23.51% 5.916%

6 7.697 820 827 834 rBB 135823 227262 21.88% 5.507%
7 8.167 901 907 913 rBB2 24924 37734 3.63% 0.914%
8 8.490 956 962 969 rBB 93073 154930 14.92% 3.754%
9 9.330 1098 1105 1112 rBB 87557 149868 14.43% 3.632%
10 10.976 1379 1385 1392 rBB 33970 58272 5.61% 1.412%
11 13.402 1791 1798 1805 rBB 220464 331864 31.95% 8.042%
12 14.219 1932 1937 1942 rBB 26123 35979 3.46% 0.872%
13 14.771 2025 2031 2038 rBB2 54390 86225 8.30% 2.089%

14 16.252 2276 2283 2289 rBB 206482 302871 29.16% 7.339%
15 17.509 2491 2497 2503 rVB2 82071 121140 11.66% 2.935%

16 18.373 2641 2644 2652 rBV2 20829 26418 2.54% 0.640%
17 20.100 2932 2938 2943 rBV 563078 688351 66.27% 16.680%
18 20.770 3047 3052 3058 rBV2 15232 26029 2.51% 0.631%
19 20.823 3058 3061 3067 rVB4 11353 14563 1.40% 0.353%
20 21.393 3154 3158 3165 rBV2 15772 22939 2.21% 0.556%

21 21.769 3216 3222 3229 rBV 97356 155061 14.93% 3.757%
22 25.053 3771 3781 3792 rVB2 47921 134239 12.92% 3.253%

Sum of corrected areas: 4126874
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021120.D

Aca On : 27 Feb 2016 18:23

Operator : UM/SJ

Sample : H1565-02

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG021120.D
700000{ 3|08

600000
500000
400000
300000

200000
5.72 7.31 7.70

100000 8.49 9.33

3.23 5.26 8.17 A 10.98

e

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG021120.D

700000

600000 20.10
500000
400000

300000

13.40
200000 16.25

21.77
17.51
100000 14.77

14.22 A n 18.37 20782 21.39

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: BG021120.D

700000

600000

500000

400000

300000

200000

100000
25.05

T 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 : BG021120.D

Aca On : 27 Feb 2016 18:23

Operator : UM/SJ

Sample : H1565-02

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M
Quant Title : 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 1 unknown3.08 Concentration Rank 1

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

3.08 550.52 ng 1038670 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 N-Ethvilformamide 73 C3H7NO 000627-45-2 9
4 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 41 (3.079 min): BG021120.D (-37) (-) m/z 73.00 100.00%
73.0
43.0
5000
89.0 /\‘
5.0 300 320 340
|| |, . N 0,
O I S B e o L e e I o m/z 42.95 53.58%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0 L L L N
3.00 320 3.40
2.0 89.0 m/z 89.00 30.62%
0 ‘ | ‘ ‘\‘ [ 5?0 ‘ |
LR SN SN SRR SUNLELRL FURLELE FURLELEL SURLELELS L SURL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
32.0 L L L N
58.0 89.0 300 320  3.40
5000 18.0 m/z 41.00 9.78%
72.0
e L L L UL S I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide S
30.0 73.0 3.00 320 3.40
m/z 45.00 8.16%
5000 /\\
58.0
44.0
0"'|}?q|"w‘"'W¢”l'w"'|”"|*“'|"”|"'w D S
m/z--> 10 20 30 40 50 60 70 80 90 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021120.D

Aca On : 27 Feb 2016 18:23

Operator : UM/SJ

Sample : H1565-02

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M
Quant Title : 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 4

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

5.26 21.86 ng 41239 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 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 412 (5.259 min): BG021120.D (-405) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e T T
| 83.0 | 5.00 520 5.40 5.60
o} N1 NS AN m/z 59.00 61.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR L I I U
59.0 500 520 540 5.60
0
150 4, 1010 m/z 101.00 21.18%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
500 520 540 560
5000 m/z 58.00 14 .49%
101.0
150 310 580 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R n
59.0 5.00 5.20 5.40 5.60
m/z 41.00 10.10%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021120.D

Aca On : 27 Feb 2016 18:23

Operator : UM/SJ

Sample : H1565-02

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M
Quant Title : 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 unknown7.70 Concentration Rank 2

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

7.70 120.46 ng 227262 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 828 (7.703 min): BG021120.D (-820) (-) m/z 131.90 100.00%
134.9
68.0
5000

7.40 7.60 7.80 8.00

01 m/z 68.00 52.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 LN L LB LB BN BB |
7.40 7.60 7.80 8.00
70.0 m/z 66.00 35.19%
310 440
o] NS S S T W Pt s M SN E—-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R Emmma e
7.40 7.60 7.80 8.00
5000 m/z 133.90 33.76%
00 570 O
’ 89.0 103.0
0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- m s A Ran e
132.0 7.40 7.60 7.80 8.00
m/z 69.00 22.78%
5000

63.0
15.0 280 390 520 m 770 999 10401160

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021120.D

Aca On : 27 Feb 2016 18:23

Operator : UM/SJ

Sample : H1565-02

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M
Quant Title : 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.
18.37 4_.36 ng 26418 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 2644 (18.373 min): BG021120.D (-2641) (-) m/z 73.00 100.00%
410 | 30
5000
129.0 213.0
91.0 U SRR BUGLE
157.0 185.0 256.1 18.00 18.20 18.40 18.60
o} m/z 60.00 92.36%
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 UL ARS AR
18.00 18 20 18.40 18.60
1290 2560 m/z 57.00 88.62%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
73.0
3.0 18.00 18.20 18.40 18.60
5000 m/z 41.00 81.59%
1290 171.0
98.0 : 214.0
o 18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid R e
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.00 77.74%
5000 129.0
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18 20 18.40 18 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021120.D

Aca On : 27 Feb 2016 18:23

Operator : UM/SJ

Sample : H1565-02

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M
Quant Title : 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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.77 3.36 ng 26029 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 80
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 7-Nonenamide 155 C9H17NO 090949-53-4 50
Abundance Scan 3052 (20.770 min): BG021120.D (-3047) (-) m/z 59.00 100.00%
54.0
5000 M
: 20.40 20.60 20.80 21.00
0 m/z 72.00 65.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 DA ---- R
mmmmmmmm
m/z 55.00 47 .82%
m/z--> 25 45 eb ab 160 150 140 1éo 180 200 220 240 2é0 2éo
Abundance
59.0
20.40 20.60 20.80 'z'l'o'o' o
5000 m/z 41.00 41 .30%
29.0
o 86.0 10701280 1560 1840 2279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91513: Hexadecanamide o TR
59.0 mmmmmmmm
m/z 44.00 27 .32%
5000
oL 230 4 | B8O 1140 1499 1700 2120 2550
IIII'"'I""I""I'"'I""I""IIIII TTTT T T T T T IIIII""IIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021120.D

Aca On : 27 Feb 2016 18:23

Operator : UM/SJ

Sample : H1565-02

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M
Quant Title : 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 Trichloroacetic acid, penta... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.39 2.96 ng 22939 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 90
Abundance Scan 3158 (21.393 min): BG021120.D (-3154) (-) 43.00 100.00%
430| g3
5000 “
111.0
206.9 21.00 21.20 21.40 21.60 21.80
O preer i m/z 55.00 99.75%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43.
83.0
5000

21.00 21.20 21.40 21.60 21.80
m/z 57.00 90.03%

139.0

182.0 210.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 \
T
69.0 21.00 21.20 21.40 21.60 21.80
5000 ' m/z 83.00 82.01%
97.0

125.0  168.0 196.0

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene T R b
43.0 21.00 21.20 21.40 21.60 21.80
m/z 69.00 76.80%

5000 83.0
111.0

0 ‘ ||| 140.0 168.0 196.0 224.0  266.0 204.0 322.0
SN R O D Y o LA~ P 0 2 2 ot SNBSS b AN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022716\
Data File : BG021120.D

Acq On : 27 Feb 2016 18:23

Operator : UM/SJ

Sample - H1565-02

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022616.M
Quant Title : 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]
unknown3 .08 3.08 550.5 ng 1038670 1 8.17 37734 20.0
2-Pentanone, 4-hy... 5.26 21.9 ng 41239 1 8.17 37734 20.0
unknown7 .70 7.70 120.5 ng 227262 1 8.17 37734 20.0
n-Hexadecanoic acid 18.37 4.4 ng 26418 4 17.51 121140 20.0
9-Octadecenamide,... 20.77 3.4 ng 26029 5 21.77 155061 20.0
Trichloroacetic a... 21.39 3.0 ng 22939 5 21.77 155061 20.0
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