LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016757.D

Aca On : 28 Apr 2015 7:28

Operator : TP/1Z

Sample : G1991-16

Misc :

ALS Vial : 26 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-BG042315.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 2.723 3 6 24 rVB 485603 703176 24.83% 3.585%
2 4.680 329 339 348 rBV2 143102 256404 9.06% 1.307%
3 5.168 416 422 440 rBV 1145257 1609711 56.85% 8.207%
4 6.778 688 696 710 rBVY 1120272 1711542 60.45% 8.726%
5 7.112 746 753 765 rBVY 1236651 1856065 65.55% 9.462%

7.571 825 831 839 rVvB 223787 332472 11.74% 1.695%
7.888 878 885 893 rBvV 917701 1441091 50.90% 7.347%
657210 1042504 36.82% 5.315%
10.356 1298 1305 1317 rBV 294960 485207 17.14% 2.474%
12.841 1721 1728 1742 rBV 1641085 2432543 85.91% 12.401%
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11 13.693 1868 1873 1879 rBvV 44882 66850 2.36% 0.341%
12 14.228 1957 1964 1972 rBV2 433867 643596 22.73% 3.281%
13 15.720 2212 2218 2231 rBV 1126681 1592634 56.25% 8.119%
14 16.971 2425 2431 2436 rBV 502069 708096 25.01% 3.610%

15 17.876 2581 2585 2594 rBV3 38073 62023 2.19% 0.316%
16 19.034 2774 2782 2787 rBV 43957 61085 2.16% 0.311%
17 19.398 2836 2844 2851 rBV 45144 72169 2.55% 0.368%

18 19.610 2874 2880 2892 rBV 2204246 2831493 100.00% 14.435%
19 20.873 3091 3095 3103 rBvV 98852 142109 5.02% 0.724%
20 21.161 3138 3144 3155 rBV 556835 798758 28.21% 4.072%
21 22.301 3336 3338 3343 rVB 26416 31401 1.11% 0.160%
22 23.358 3511 3518 3528 rBV2 355279 734046 25.92% 3.742%

Sum of corrected areas: 19614975
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016757.D

Aca On - 28 Apr 2015 7:28

Operator : TP/I1Z

Sample : G1991-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG042315.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: BG016757.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016757.D

Aca On : 28 Apr 2015 7:28

Operator : TP/1Z

Sample : G1991-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.72 42 .30 ng 703176 1,4-Dichlorobenzene-d4 7.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 5 (2.718 min): BG016757.D (-3) (-) m/z 73.10 100.00%
7B
5000 /\
43
55 87 HRUNE S LU R B
| 105 007 2.80 2.90 3.00 3.10
bl e A 2 2 m/z 43.10 28.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 RS AR RAREE LR
43 2.80 2.90 3.00 3.10
55 87 m/z 87.10 26.01%
2 0l
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10
5000 m/z 55.10 19.84%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1852: Acetamide, N-ethyl-
30 2.80 2.90 3.00 3.10
m/z 71.10 10.66%
5000 43 87
15 72
'"'ww"m"ﬁg'l'w"w"'w"'w"'w"'w"'w"”
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 2.90 3.00 3.10

8270-BG042315.M Tue Apr 28 16:04:30 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016757.D

Aca On : 28 Apr 2015 7:28

Operator : TP/1Z

Sample : G1991-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.68 15.42 ng 256404 1,4-Dichlorobenzene-d4 7.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 40
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 32
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 17
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 17

Abundance Scan 339 (4.680 min): BG016757.D (-329) (-) m/z 43.10 100.00%
43
59
5000
101
73 U U L R AU
37 51 | | 83 440 4.60 4.80 5.00
01 -2 S| N E N T S _— m/z 59.10 65.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 34.98%
15 31 101
25 | 37, 53“ 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
440 460 480 500
5000 m/z 73.10 18.25%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7867: 4-Hydroxy-3-hexanone A
59 4.40 4.60 4.80 5.00
m/z 58.10 18.19%
31
5000
41
|y 53] 65 7379 87 o7 116
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016757.D

Aca On : 28 Apr 2015 7:28

Operator : TP/1Z

Sample : G1991-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 3 unknown7.11 Concentration Rank 1

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

7.11 111.65 ng 1856070 1,4-Dichlorobenzene-d4 7.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 753 (7.112 min): BG016757.D (-746) (-) m/z 132.00 100.00%
5000
68
e J "ok Tho 750 70
40 54 . . . .
S i :|-.|.7.7, 87 | MWeus W m/z 134.00 33.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U A IR
6.80 7.00 7.20 7.40
21 51 78 m/z 68.10 32.87%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 20.30%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 12.56%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016757.D

Aca On : 28 Apr 2015 7:28

Operator : TP/1Z

Sample : G1991-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 5 1-Octadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.87 3.56 ng 142109 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 3095 (20.873 min): BG016757.D (-3091) (-) m/z 83.10 100.00%
RN N SUNE B
168 20.60 20.80 21.00 21.20
195 224 252 280 302 342 77 97 10 85 450
m/z--> 50 100 150 200 250 300
Abundance #89781: 1-Octadecene
3
83
5000 AN N SUNSAE BN
111 20.60 20.80 21.00 21.20
m/z 57.10 84 .57%
% | Je6 | | “L (139 168 195 224 252
m/z--> 55 160 1éo 200 250 360 '
Abundance
55
8 ' 20.60 20.80 21.00 21.20
5000 m/z 69.10 78.81%
29 111
139 182 210
m/z--> o '55' ' "160' - '150' B '260' B '250' ' "360" -
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester e B
43 20.60 20.80 21.00 21.20
m/z 55.10 78.38%
69
5000
97
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 ' 20.|60 20.|80 21.'00 21.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042715\
Data File : BG016757.D

Acq On 28 Apr 2015 7:28

Operator : TP/1Z

Sample : G1991-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042315_.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... 2.72 42.3 ng 703176 1 7.57 332472 20.0
2-Pentanone, 4-hy... 4.68 15.4 ng 256404 1 7.57 332472 20.0
unknown7 .11 7.11 111.7 ng 1856070 1 7.57 332472 20.0
1-Octadecene 20.87 3.6 ng 142109 5 21.16 798758 20.0
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