LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016872.D

Aca On : 5 May 2015 19:06

Operator : TP/1Z

Sample : 62117-01

Misc :

ALS Vial : 14 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-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 heiaht area % max. total
1 2.788 13 17 30 rVvB 4120330 5355589 35.07% 12.511%
2 2.923 35 40 51 rvvV 8310439 15269383 100.00% 35.670%
3 3.000 51 53 67 rvB2 329499 603483 3.95% 1.410%
4 4.927 375 381 387 rBV 142789 209828 1.37% 0.490%
5 5.385 451 459 466 rBV 977855 1412349 9.25% 3.299%

6.966 720 728 738 rBV 1057274 1676887 10.98% 3.917%
7.336 783 791 803 rBV 985108 1550890 10.16% 3.623%
7.806 865 871 878 rVB 291190 460491 3.02% 1.076%
649283 1043027 6.83% 2.437%
8.957 1060 1067 1075 rBV 592300 963811 6.31% 2.251%
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11 10.597 1339 1346 1353 rVB 411623 686995 4 _50% 1.605%
12 13.064 1759 1766 1774 rBV 1465285 2201277 14.42% 5.142%
13 13.899 1899 1908 1914 rBV 110132 153624 1.01% 0.359%
14 14.445 1994 2001 2009 rVvB2 617606 977585 6.40% 2.284%
15 15.802 2227 2232 2239 rVB 301297 402680 2.64% 0.941%

16 15.926 2246 2253 2262 rBV 1244453 1778539 11.65% 4._.155%
17 17.189 2461 2468 2473 rBV2 881506 1261077 8.26% 2.946%
18 18.088 2617 2621 2627 rBvV2 139500 196267 1.29% 0.458%
19 19.815 2909 2915 2920 rBV 2856439 3302230 21.63% 7.714%
20 21.084 3127 3131 3139 rBV 466584 563351 3.69% 1.316%

21 21.360 3173 3178 3184 rBV 1074444 1383674 9.06% 3.232%
22 23.670 3563 3571 3584 rVB2 678074 1354606 8.87% 3.164%

Sum of corrected areas: 42807643
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

: Z:\HPCHEM1I\BNA G\DATA\BG050515\
: BG016872.D

: 5 May 2015 19:06

> TP/1Z

: 62117-01

14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA G\METHODS\8270-BG050515.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG016872.D
8000000] 2{92
6000000
2.7
4000000
2000000
5.39 6.97 7.34 812
. 8.96
.00 4.93 7.81 10.60
ottt
Time--> 300 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG016872.D
8000000
6000000
4000000
19.82
2000000
13.06 15.93
14.45 17.19
13.90 15. 18.09
O e T e o L e o e
Time--> 12.00 1250 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
Abundance TIC: BG016872.D
8000000
6000000
4000000
2000000
21.36
21.08 23.67
O o B o s e L N BN B o
Time--> 21.00 21.50 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\BG050515\
Data File : BG016872.D

Aca On : 5 May 2015 19:06

Operator : TP/1Z

Sample : 62117-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown2.79 Concentration Rank 2

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

2.79 232.60 ng 5355590 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 39
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 35
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 9

Abundance Scan 17 (2.788 min): BG016872.D (-13) (-) m/z 73.05 100.00%
(<}
43
5000 89
2.80 2.90 3.00 3.10 3.20
57
o 112 147163 181 207 231 285 mn/z 43.00 67 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.80 2.90 3.00 3.10 3.20
89 m/z 89.00 36.57%
27
57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
71 2.80 2.90 3.00 3.10 3.20
5000 89 m/z 41.05 14 .00%
27
57
WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #724: Acetamide, N-methyl-
43 7 2.80 2.90 3.00 3.10 3.20
m/z 45.00 11.60%
5000 58
15
P T T T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016872.D

Aca On : 5 May 2015 19:06

Operator : TP/1Z

Sample : 62117-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.00 26.21 ng 603483 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 50
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
3 N-Ethviformamide 73 C3H7NO 000627-45-2 7
4 i1so-Butvl aldehvde propvlene alv... 130 C7H1402 1000285-03-0 5
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 5

Abundance Scan 53 (3.000 min): BG016872.D (-51) (-) m/z 73.00 100.00%
73
5000 43 /L
e P
280 300 3.0 3.40
,....l,l...l..|.,1.17..,.1.7?.29%.249'/-:67.. 850 07 23.00 39 49%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 280 3.00 3. 3.40
m/z 87.00 23-55%
P'Wdl”'h?%”'l"”l"""'W""P"'P"'I”"I”'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
a1 S 3b0 550 sk
5000 m/z 55.00 15.33%
15
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #720: N-Ethylformamide \/\. e
30 280 300 3.0 3.40
73 m/z 71.05 9.97%
5000 M
,.% lﬁ"'l'”'l"'%"" Y SN S P S B T e et
mz-> 0 50 100 150 200 250 300 350 400 450 500 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016872.D

Aca On : 5 May 2015 19:06

Operator : TP/1Z

Sample : 62117-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.93 9.11 ng 209828 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 382 (4.933 min): BG016872.D (-375) (-) m/z 43.00 100.00%
43
5000
s 40 450 500 820
,...1.,.?“..,l....,.1.7.8.,299...,.??1.?98...,....,....4,5‘.‘ m/z 59.00 48.16%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR LR SR
4.60 4.80 5.00 5.20
m/z 101.00 20.21%
‘ 101
o il
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
30
460 480 500 520
5000 m/z 57.95 15.46%

57 a8

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3955: 2,3-Butanedione, monooxime

43 460 4.80 5.00 5.20
m/z 40.95 7.92%

5000

101
15 | 69 |

II‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

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

T
450 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016872.D

Aca On : 5 May 2015 19:06

Operator : TP/1Z

Sample : 62117-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 5 unknown7.34 Concentration Rank 3

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

7.34 67.36 ng 1550890 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17

Abundance Scan 792 (7.342 min): BG016872.D (-783) (-) m/z 132.00 100.00%
32
5000 68
4 54 || % - 700 7.20 7.40 7.60
0 t11 1ra m/z 68.00 43.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL AR S R AR B
7.00 7.20 7.40 7.60
31 m/z 134.00 33.41%
H | ‘ ‘ \‘
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240
Abundance
132
700 7.20 7.40 760
5000 97 m/z 66.00 29.69%
70
31
a4 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14006: 5-Aminoindole R B
132 7.00 7.20 7.40 7.60
m/z 69.00 18.65%
5000
104
66
14 27 39 51 %0 78 g1 h 16 |
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 700 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016872.D

Aca On : 5 May 2015 19:06

Operator : TP/1Z

Sample : 62117-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.80 8.24 ng 402680 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene. (E)- 182 C12H10N2 017082-12-1 53
3 Benzenepropanenitrile., _beta.-oxo- 145 C9H7NO 000614-16-4 50
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 50
5 2-Pyrazoline-5-carbonitrile, 2-b... 199 C11H9N30 067872-68-8 50
Abundance Scan 2232 (15.802 min): BG016872.D (-2227) (-) m/z 104.95 100.00%
105
77
5000 182
51
152 15.40 15.60 15.80 16.00 16.20
bl bt 2L 4126 L1654 208 262281 | Th/z 77.00 69.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44108: Benzophenone
105
n 182
5000 LA BRI SURULN LA B
15.40 15.60 15.80 16.00 16.20
o1 m/z 181.95 51.95%
27 | L . 126 152 H
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
77
15.40 15.60 15.80 16.00 16.20
5000 m/z 50.95 31.42%
51 182
27 91105 128 152
WWTWWWWWWW
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20629: Benzenepropanenitrile, .beta.-oxo- AR W e
105 15.40 15.60 15.80 16.00 16.20
7 m/z 50.00 11.16%
5000
51
‘ Vil 91 ‘ 14\.5
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016872.D

Aca On : 5 May 2015 19:06

Operator : TP/1Z

Sample : 62117-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.09 3.11 ng 196267 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Decanoic acid 172 C10H2002 000334-48-5 78
3 Tetradecanoic acid 228 C14H2802 000544-63-8 55
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2621 (18.088 min): BG016872.D (-2617) (-) m/z 43.05 100.00%

5000

17.80 18.00 18.20 18.40
m/z 73.00 95.15%

m/z--> 50 100 150 200 250 300 350 400
Abundance #92227: n-Hexadecanoic acid
43
73
5000

17.80 18.00 18.20 18.40
m/z 60.00 90.63%

97 129 256
....H,M.MU\.M N (N
m/z--> 50 100 150 200 250 300 350 400
Abundance
60
17.80 18.00 18.20 18.40
5000 129 m/z 57.00 78.92%
29 87
107 172
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #75070: Tetradecanoic acid i s B s e S
73 17.80 18.00 18.20 18.40
m/z 41.00 78.50%
5000 129
185
97 228
sl T =l
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\BG050515\
Data File : BG016872.D

Aca On : 5 May 2015 19:06

Operator : TP/1Z

Sample : 62117-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 9 Cycloeicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.08 8.14 ng 563351 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 90
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
3 11-Tricosene 322 C23H46 052078-56-5 87
4 1-Heptadecanol 256 C17H360 001454-85-9 83
5 1-Tetracosanol 354 C24H500 000506-51-4 83
Abundance Scan 3130 (21.078 min): BG016872.D (-3127) (-) m/z 43.05 100.00%
83 n
5000
111
139 20.80 21.00 2120 21.40
| flZ7 168 208 237 282 308 342 404 /5500 94.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106397: Cycloeicosane
55
5000 N UL U S B
29 20.80 21.00 21.20 21.40
1l m/z 57.05 90.58%
Wl \\ “ L “\ | 1?9 168 196 224 252 280
m/z--> 50 200 250 300 350 400
Abundance
43
69 e REEER e e
97 20.80 21.00 21.20 21.40
5000 m/z 83.10 75.61%
125
153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #129062: 11-Tricosene R e B
43 20.80 21.00 2120 21.40
m/z 69.00 71.01%
5000 83
} 111
| | | 1140 168 196 204244266 294 322

m/z--> 50 100 150 200 250 300 350 400 20. 80 21. OO 21 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050515\
Data File : BG016872.D

Acq On : 5 May 2015 19:06

Operator : TP/1Z

Sample : G2117-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.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]
unknown2 .79 2.79 232.6 ng 5355590 1 7.80 460491 20.0
Butane, 2-methoxy... 3.00 26.2 ng 603483 1 7.80 460491 20.0
2-Pentanone, 4-hy... 4.93 9.1 ng 209828 1 7.80 460491 20.0
unknown7 .34 7.34 67.4 ng 1550890 1 7.80 460491 20.0
Benzophenone 15.80 8.2 ng 402680 3 14.45 977585 20.0
n-Hexadecanoic acid 18.09 3.1 ng 196267 4 17.19 1261080 20.0
Cycloeicosane 21.08 8.1 ng 563351 5 21.36 1383670 20.0
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