LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG017006.D

Acq On : 10 May 2015 1:00

Operator : TP/1Z

Sample : G2104-04

Misc :

ALS Vial : 51 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 2.918 34 39 47 rBvY 310523 483526 9.06% 1.648%
2 2.988 47 51 64 rvB 650558 838060 15.70% 2.857%
3 4.909 372 378 386 rBY 52828 80717 1.51% 0.275%
4 5.374 451 457 464 rBV 655290 937707 17.57% 3.197%
5 6.954 719 726 737 rBV 472612 766110 14.35% 2.612%

7.324 780 789 797 rBV 1220992 1919004 35.95% 6.542%
7.788 862 868 874 rBV 355764 551136 10.32% 1.879%
8.112 915 923 931 rVB 931323 1512743 28.34% 5.157%
8.946 1057 1065 1073 rBV 963276 1567471 29.36% 5.344%
10.579 1336 1343 1350 rBV 520911 863372 16.17% 2.943%

=
QO ~NO®

11 12.783 1712 1718 1725 rBV 150166 224361 4._.20% 0.765%
12 13.053 1754 1764 1770 rBV 2293284 3719900 69.68% 12.682%
13 14.428 1990 1998 2007 rBV2 853409 1279912 23.98% 4_.363%
14 15.250 2131 2138 2146 rVB 235489 335600 6.29% 1.144%
15 15.785 2226 2229 2234 rVB 59744 73917 1.38% 0.252%

16 15.914 2245 2251 2260 rBV 2266402 3179874 59.57% 10.841%
17 17.172 2459 2465 2471 rVB2 1096362 1571474 29.44% 5.357%
18 18.065 2613 2617 2625 rBV2 177568 249291 4.67% 0.850%
19 19.345 2831 2835 2842 rBvV2 111708 156479 2.93% 0.533%
20 19.798 2906 2912 2917 rBV 4318324 5338392 100.00% 18.200%

21 21.055 3122 3126 3136 rBV 236424 339429 6.36% 1.157%
22 21.343 3170 3175 3181 rBV 1310346 1696061 31.77% 5.782%
23 23.640 3557 3566 3578 rVB 844819 1647874 30.87% 5.618%

Sum of corrected areas: 29332410
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG017006.D

Acqg On : 10 May 2015 1:00

Operator : TP/1Z

Sample : G2104-04

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.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: BG017006.D
4000000
3000000
2000000
7.32
1000000 8.11 8.95
2.99 5.37
10.58
2.4o 6.95 7.79
4.91 A, i
oEt = e e — - -1 - - - ——
Time--> 300 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG017006.D
19,80
4000000
3000000
13.05 15.91
2000000
17.17
1000000 14.43
15.25 18.06 m%J
0 . A :
R B B B B R e e B s e e e
Time--> 12.00 1250 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: BG017006.D
4000000
3000000
2000000
21.34
1000000 23.64
21.06
O e T o R B e e e e e e
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 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 : BG017006.D

Acq On : 10 May 2015 1:00

Operator : TP/1Z

Sample : G2104-04

Misc :

ALS Vial : 51 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 30.41 ng 838060 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 23
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 51 (2.988 min): BG017006.D (-47) (-) m/z 73.10 100.00%
8B
5000 43 /\\
A| | - st 280 300 320 340
b LS 199 281 315 385 A 'm/z 43.00 43.53%

mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 R e e
280 3.00 3. 20 3.40

m/z 55.00 27 .59%

i
,,,,,,,,,
m/z--> 0 100 150 200 250 300 350 400 450
Abundance
73

280 3.00 320 3.40

5000 43 m/z 87.10 24 .53%
T T

m/z--> 0 50 100 150 200 250 300 350 400 450 A
Abundance #720: N-Ethylformamide e R
30 280 3.00 3. 20 3.40
73 m/z 41.05 13.93%

5000 ]\/\\
m/z--> 0 50 100 150 200 250 300 350 400 450 2. 3.00 3. 20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG017006.D

Acq On : 10 May 2015 1:00

Operator : TP/1Z

Sample : G2104-04

Misc :

ALS Vial : 51 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 8

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

4.91 2.93 ng 80717 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36
3 Butane 58 C4H10 000106-97-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 378 (4.909 min): BG017006.D (-372) (-) m/z 43.00 100.00%
43
5000
101 PSS S SRR SRR R
73 460 4.80 5.00 5.20
T aeries ML 468 usU 59 00 45.93%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IIII""""I""I""I""I

460 4.80 5.00 5.20
{ m/z 101.00 14.50%

15 101
‘ N ‘

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

43

4.60 4.80 500 5.20
5000 m/z 58.10 13.35%

101

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

Abundance #222: Butane
43 460 4.80 5.00 5.20
m/z 41.00 8.75%
5000
15 |
| p
e e e T T T e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG017006.D

Acq On : 10 May 2015 1:00

Operator : TP/1Z

Sample : G2104-04

Misc :

ALS Vial : 51 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 69.64 ng 1919000 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 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 20
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 788 (7.318 min): BG017006.D (-780) (-) m/z 132.00 100.00%
132
5000 68
40 96 NARAS UL LA R
7.00 7.20 7.40 7.60
b dp LSS 207 40 77 68.00  49.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A UL L IR IR
7.00 7.20 7.40 7.60
s 70 m/z 134.00 33.06%
‘ [ghy
m/z--> 50 160 150 200 250 300 350 400 450
Abundance
132
7.00 7.20 7.40 760
5000 m/z 66.00 32.84%
69
3 103
mz-> 50 100 150 200 250 300 350 400 450
Abundance #13679: 5-Fluoro-2-chloropyrimidine e et e
132 7.00 7.20 7.40 7.60
m/z 69.00 21.28%
5000
105
"'fl“ wm"'l""l"'W""l"" L DA B A UL LR IR UL
m/z--> 100 150 200 250 300 350 400 450 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 : BG017006.D

Acq On : 10 May 2015 1:00

Operator : TP/1Z

Sample : G2104-04

Misc :

ALS Vial : 51 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 Propanoic acid, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.78 3.51 ng 224361 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 72
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 50
3 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 43
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 40
5 Butanoic acid, l-methyloctyl ester 214 C13H2602 069727-42-0 38

Abundance Scan 1718 (12.783 min): BG017006.D (-1712) (-) m/z 43.05 100.00%

7

5000

12.40 12.60 12.80 13.00
m/z 71.00 96.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43

5000 R RRAS B n s E
12. 40 12 60 12. 80 13.00

m/z 56.05 39.11%

\‘H H bl ‘ 111 143 173

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 71
e e Ra )
12.40 12.60 12.80 13.00
5000 m/z 83.05 37.08%
27 89
114129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11200: 1-Hexene, 3,4,5-trimethy!-
43 12.40 12.60 12.80 13.00
71 m/z 41.05 35.41%
5000
27 ‘ 98
.”PU”w.”,Jhﬂh”,”.}ng.”w.HW.HW.H.P”.P”.P”.P”.. s o Sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG017006.D

Acq On : 10 May 2015 1:00

Operator : TP/1Z

Sample : G2104-04

Misc :

ALS Vial : 51 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.
18.06 3.17 ng 249291 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Heptadecanoic acid 270 C17H3402 000506-12-7 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 2616 (18.059 min): BG017006.D (-2613) (-) m/z 43.00 100.00%

43 44

5000

17.80 18.00 18.20 18.40
m/z 73.00 83.37%

m/z--> 0 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256
129 17.80 18.00 18.20 18.40
97 213 m/z 41.10 72.74%
LA ] 57
T T e o T I
m/z--> 0 50 100 150 200 250 300 350
Abundance
73
43 70 B
17.80 18.00 18.20 18.40
5000 129 m/z 57.05 70.63%
97 171 227
18 152 208 | 751
L L e e o e e B B B mo o o o
m/z--> 0 50 100 150 200 250 300 350
Abundance #108842: Octadecanoic acid T
43 17.80 18.00 18.20 18.40
73 284 m/z 55.00 69.84%
5000
98 129
M 185 241
.1‘.81. ‘.‘,". L4 ol 1 ‘.*1,1?.7.‘ - ‘,2.13.". | 269 | T R
m/z--> 0 50 100 150 200 250 300 350 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 : BG017006.D

Acq On : 10 May 2015 1:00

Operator : TP/1Z

Sample : G2104-04

Misc :

ALS Vial : 51 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 5
R.T. EstConc Area Relative to ISTD R.T.
21.06 4.00 ng 339429 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 96
3 1-Eicosanol 298 C20H420 000629-96-9 94
4 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 93
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
Abundance Scan 3127 (21.061 min): BG017006.D (-3122) (-) m/z 43.05 100.00%

5000

:

20.80 21.00 21.20 21.40
m/z 55.10 93.05%

139165 207 238

283 312 341
miz—-> 0 50 100 150 200 250 300 350 400 450

Abundance #121981: 1-Docosene
55
97
5000 LA L L L L L L
29 20.80 21.00 21.20 21.40
e m/z 57.10  93.02%
A Tseae es
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55
E  EARE R R R e et
83 20.80 21.00 21.20 21.40
5000 m/z 83.10 83.09%
29 111

139 167 196 223 252 280

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

Abundance #116747: 1-Eicosanol
43 20.80 21.00 21.20 21.40
m/z 97.05 81.20%
83
5000
111

18J‘ J J 139167106 252

I L o o e e e BT I B L B i o U
m/z--> 0 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG017006.D

Acq On : 10 May 2015 1:00

Operator : TP/1Z

Sample : G2104-04

Misc :

ALS Vial : 51 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 30.4 ng 838060 1 7.79 551136 20.0
unknown4 .91 4.91 2.9 ng 80717 1 7.79 551136 20.0
unknown? .32 7.32 69.6 ng 1919000 1 7.79 551136 20.0
Propanoic acid, 2... 12.78 3.5 ng 224361 3 14.43 1279910 20.0
n-Hexadecanoic acid 18.06 3.2 ng 249291 4 17.17 1571470 20.0
1-Docosene 21.06 4.0 ng 339429 5 21.34 1696060 20.0
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