LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016805.D

Aca On : 29 Apr 2015 18:56

Operator : TP/1Z

Sample : 62024-02

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:\HPCHEM1I\BNA G\METHODS\8270-BG042915.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 4.670 331 337 345 rBV 80280 112299 4_.70% 0.845%
2 5.158 414 420 437 rVB 642988 940978 39.42% 7.084%
3 6.768 687 694 708 rBV 683421 1078854 45.20% 8.122%
4 7.103 744 751 761 rBV 715915 1084793 45.45% 8.167%
5 7.561 823 829 837 rBV 148704 223841 9.38% 1.685%

7.878 876 883 893 rvB 484005 758159 31.76% 5.708%
8.724 1020 1027 1036 rBV 372420 605954 25.39% 4.562%
10.352 1297 1304 1314 rBV 185817 340427 14.26% 2.563%
12.837 1720 1727 1741 rBV 991647 1437100 60.21% 10.820%
13.695 1865 1873 1881 rBV 23414 41945 1.76% 0.316%

=
QO ~NO®

11 14.218 1956 1962 1974 rBV2 323444 502716 21.06% 3.785%
12 15.593 2188 2196 2201 rBV 17457 25521 1.07% 0.192%
13 15.716 2211 2217 2235 rBV 756195 1060408 44.42% 7.984%
14 16.968 2424 2430 2440 rBV 475232 646992 27.11% 4.871%
15 17.873 2580 2584 2592 rBV4 19366 33566 1.41% 0.253%

16 18.789 2733 2740 2746 rBV 149505 205467 8.61% 1.547%
17 19.518 2860 2864 2873 rBV 73083 90633 3.80% 0.682%
18 19.606 2873 2879 2884 rBV 1937997 2386982 100.00% 17.971%
19 20.869 3090 3094 3104 rBV 150928 196585 8.24% 1.480%
20 21.157 3138 3143 3153 rBV 615251 746732 31.28% 5.622%

21 22.303 3335 3338 3342 rVB 23806 26830 1.12% 0.202%
22 23.349 3510 3516 3528 rVB 380135 735594 30.82% 5.538%

Sum of corrected areas: 13282376
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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:\HPCHEMI\BNA G\DATA\BG042915\

- BG016805.D

- 29 Apr 2015 18:56

- TP/1Z

- 62024-02

- 14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA G\METHODS\8270-BG042915.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016805.D
1500000
1000000
7.10
5.16 6.77
7.88
500000 872
756 10.35
4.67
R Il  k
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016805.D
1961
1500000
1000000 12.84
15.72
500000 16.97
14.22
18.79 1otb
o 13.70 15. 17.87 Vi
e e T = L =
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: BG016805.D
1500000
1000000
21.16
500000 23.35
20.87
22.30
R —————
Time--> 21.00 21.50 22.00 22.50 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\BG042915\
Data File : BG016805.D

Aca On : 29 Apr 2015 18:56

Operator : TP/1Z

Sample : 62024-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG042915.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.67 10.03 ng 112299 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 37
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 16
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 12
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 337 (4.670 min): BG016805.D (-331) (-) m/z 43.10 100.00%
43
59
5000
101
440 4.60 4.80 5.00
83
Ok ety 73 Sl Tm/z 59.10  71.18%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U RN UL L
440 4.60 4.80 5.00
59 m/z 101.10 35.26%
0 21 37, 53 ‘ 67 778 o O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
0
5000 101 m/z 58.10 20.28%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4387: Propane, 1-ethoxy-2-methyl-
31 59 440 4.60 4.80 5.00
m/z 41.10 9.02%
5000
41
0 25, “‘\‘47 53 73 g7 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016805.D

Aca On : 29 Apr 2015 18:56

Operator : TP/1Z

Sample : 62024-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG042915.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 unknown7.10 Concentration Rank 1

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

7.10 96.93 ng 1084790 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 751 (7.103 min): BG016805.D (-744) (-) m/z 132.00 100.00%
5000
68
0 o4 7 4 % 105116 680 7.00 7.20 7.40
o} B e e B m/z 134.00 32.78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I LI U IR
6.80 7.00 7.20 7.40
2 51 78 m/z 68.10 31.18%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
NS SR S USRS RS
6.80 7.00 7.20 7.40
5000 67 m/z 66.10 19.51%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 11.62%
5000 og M°
o -‘-“‘. 89 | dor MI,,m,l,,,l,ss,,,,l,lfsg,,
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\BG042915\
Data File : BG016805.D

Aca On : 29 Apr 2015 18:56

Operator : TP/1Z

Sample : 62024-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG042915.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 3,1,2-Azaazoniaboratine, 2,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.52 2.43 ng 90633 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.1.2-Azaazoniaboratine. 2.2-(1.... 260 C16H29BN2 1000162-57-1 95
2 Naphthol2.l1-blthiophene. 1-phenvl- 260 C18H12S 016587-59-0 70
3 Dimethvl 3-benzoxepin-2.4-dicarb... 260 C14H1205 042408-93-5 58
4 Benzolblthiophene. 3-(1-naphthal... 260 C18H12S 055712-59-9 52
5 Diaveridine 260 C13H16N402 005355-16-8 52
Abundance Scan 2864 (19.518 min): BG016805.D (-2860) (-) A m/z 260.10 100.00%
260
5000
115 157 185
39 6377091 Lt 171 | 199213229 45 19.20 19.40 19.60 19.80
0 m/z 115.10 27 .97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94516: 3,1,2-Azaazoniaboratine, 2,2-(1,5-cyclooctanediyl)...
203 260
177
217
5000
231 19.20 19.40 19.60 19.80
151 245 m/z 185.00 25.64%
41 66 79 94108 134
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
260
19.20 19.40 19.60 19.80
5000 m/z 261.10 20.74%
129
. 39 63 g7 113 | 145160 187 213557 245
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94280: Dimethy! 3-benzoxepin-2,4-dicarboxylate s e R
260 19.20 19.40 19.60 19.80
m/z 157.10 17.16%
5000
59 114 143 185
15 75 129
SR O T el N R |V 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016805.D

Aca On : 29 Apr 2015 18:56

Operator : TP/1Z

Sample : 62024-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG042915.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.87 5.27 ng 196585 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 93
2 1-Heptadecanol 256 C17H360 001454-85-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 1-Octadecanol 270 C18H380 000112-92-5 90

5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87

Abundance Scan 3094 (20.869 min): BG016805.D (-3090) (-) m/z 83.10 100.00%

125 A\

13995, 20.60 20.80 21.00 21.20

181
i 196 221 265 281 m/z 69.10 86.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72491: Cyclohexadecane

5000 4

55
41 2 g 83

97

20 60 20. 80 21. OO 21 20
m/z 97.10 86.25%

2 125
0 139153167181 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
4 6983

97 20.60 20.80 21.00 21.20
5000 m/z 55.10 82 .39Y%

111
27 125
0 139154168182 210 238
L L B L L B L B R R AR RN RN ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene S B B L L B B

20.60 20.80 21.00 21.20
m/z 57.10 80.28%

125
139
154168182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.60 20.80 21.00 21.20

5000

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042915\
Data File : BG016805.D

Acq On : 29 Apr 2015 18:56

Operator : TP/1Z

Sample - G2024-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG042915.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]
2-Pentanone, 4-hy... 4._67 10.0 ng 112299 1 7.56 223841 20.0
unknown?7 .10 7.10 96.9 ng 1084790 1 7.56 223841 20.0
3,1,2-Azaazoniabo... 19.52 2.4 ng 90633 5 21.16 746732 20.0
Cyclohexadecane 20.87 5.3 ng 196585 5 21.16 746732 20.0
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