LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\

Data File : BG022366.D

Aca On : 16 Jun 2016 14:54 Instrument :
Operator : UM/SJ ?:II\:gﬁ(t;Sam ol
a?zgle ; H3567-20 ssarcomg
ALS Vial : 3 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-BG060616.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 2.878 3 7 15 rVB 17469 27019 2.86% 0.410%
2 5.111 382 387 394 rBV 12121 21858 2.31% 0.332%
3 5.616 467 473 486 rBV 217960 433690 45.87% 6.586%
4 7.256 741 752 767 rBV 226531 506264 53.54% 7.688%
5 7.596 802 810 826 rBV 273094 528852 55.93% 8.031%
6 8.055 881 888 896 rBV 64491 122881 13.00% 1.866%
7 8.378 936 943 953 rBV 196114 378705 40.05% 5.751%
8 9.230 1080 1088 1108 rBV 135541 314622 33.28% 4_.778%
9 10.875 1361 1368 1383 rBV 92231 207518 21.95% 3.151%
10 13.313 1774 1783 1796 rBvV 439319 778084 82.29% 11.816%
11 14.142 1918 1924 1938 rBvV 38748 67697 7.16% 1.028%

12 14.694 2010 2018 2029 rBV2 194731 344946 36.48% 5.238%
13 16.192 2266 2273 2287 rBV 331506 621327 65.71% 9.436%
14 16.368 2298 2303 2311 rBV3 10604 17615 1.86% 0.268%
15 17.438 2478 2485 2498 rBV2 223487 414209 43.81% 6.290%

16 20.035 2921 2927 2936 rBV 668687 945510 100.00% 14.359%
17 21.316 3140 3145 3154 rBV3 48635 88485 9.36% 1.344%
18 21.416 3159 3162 3171 rVB9 5514 14564 1.54% 0.221%
19 21.709 3205 3212 3224 rBV 209875 405968 42.94% 6.165%
20 24.964 3757 3766 3781 rVB2 101694 345129 36.50% 5.241%

Sum of corrected areas: 6584943
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022366.D

Aca On : 16 Jun 2016 14:54

Operator : UM/SJ

Sample : H3567-20

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.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: BG022366.D
600000
500000
400000

300000 7.60

5.62 7.26
200000 8.38
9.23

10.87
100000 8.05

88 5.11
0. I B i B i o o Lo o B LA e e e e e e e

Time--> 300 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022366.D

20.03
600000

500000
13.31

400000
16.19
300000
17.44 21.71

200000 14.69

100000 1 21.32
' 6.37 42

L0 o L s e e e e e L e e B O I R

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: BG022366.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022366.D

Aca On : 16 Jun 2016 14:54

Operator : UM/SJ

Sample = H3567-20

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown2.88 Concentration Rank 3

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

2.88 4.40 ng 27019 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 _beta.-Alanine 89 C3H7NO2 000107-95-9 5
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 5

Abundance Scan 7 (2.878 min): BG022366.D (-3) (-) m/z 73.00 100.00%
7B
5000 /\
43 89
- 2.00 300 310 3.20 3.30
okt e e e e e m/z 89.00 33.69%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy-
73
5000 R U SR R L
45 2.90 3.00 3.10 3.20 3.30
m/z 43.00 33.35%

29
Ll 39‘\ » 67 | 101
(O L L o s o e e e o RAREREN
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73

2.90 3.00 3.10 3.20 3.30

5000 m/z 41.00 8.73%
43
ol 2 15 29 35 53 59 65 79 88
T T T T T T T T T e T T e T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #719: N-Ethylformamide
30 78 2.90 3.00 3.10 3.20 3.30

m/z 45.00 7.45%

5000
44

n 38, 51 ‘

ottt e e e e S R RER L B

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.90 3.00 3. 10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022366.D

Aca On : 16 Jun 2016 14:54

Operator : UM/SJ

Sample = H3567-20

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown5.11 Concentration Rank 5

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

5.11 3.56 ng 21858 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 387 (5.111 min): BG022366.D (-382) (-) m/z 43.00 100.00%
43
59
5000
101
| 51 83 ‘ 4.80 5.00 5.20 5.40
O 8 B i e e L m/z 59.00 72 .33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL L I
59 480 500 520 540
m/z 101.00 30.65%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 22 .33%
55
o 37 49 63 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #206: Acetone
43 4.80 5.00 5.20 5.40
m/z 41.00 12.67%
5000
15 58
27
R R R s R I R AR A n e I S SRR LN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022366.D

Aca On : 16 Jun 2016 14:54

Operator : UM/SJ

Sample = H3567-20

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.60 Concentration Rank 1

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

7.60 86.08 ng 528852 1,4-Dichlorobenzene-d4 8.05
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 811 (7.602 min): BG022366.D (-802) (-) m/z 131.90 100.00%
5000 /\‘
68
- 7 & Laos 720 7.40 7.60 7.80 8.00
0 e m/z 68.00 35.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
31 51 78 m/z 133.90 33.26%
0 ‘ L1 H (1 L 1
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.07%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 13.70%
5000 98 116
ob I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8?
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022366.D

Aca On : 16 Jun 2016 14:54

Operator : UM/SJ

Sample = H3567-20

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 4_.36 ng 88485 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 9-Eicosene. (B)- 280 C20H40 074685-29-3 87
3 l1-Hexadecanol 242 C16H340 036653-82-4 86
4 1-Tetracosanol 354 C24H500 000506-51-4 83
5 1-Hexacosanol 382 C26H540 000506-52-5 83

Abundance Scan 3146 (21.321 min): BG022366.D (-3140) (-) m/z 83.00 100.00%

55 69

5000

-

21.00 21.20 21.40 21.60
m/z 69.00 82.47%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene

-

21.IOO 21.|20 21.I40 21.|60
125 m/z 55.00 78.75%

5000

o 139154168182196210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
o B s et
7 21.00 21.20 21.40 21.60
5000 m/z 97.00 78.52%
29 111

125
o 139153168182196210224 252 280

mmmwwwwwwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83793: 1-Hexadecanol e e
5 69 21.00 21.20 21.40 21.60
83 m/z 57.00 76.77%

-

5000
111

196

-

5
139154168 224
B EEEEEEEmEEmEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061616\
Data File : BG022366.D

Acq On : 16 Jun 2016 14:54

Operator : UM/SJ

Sample - H3567-20

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown?2 .88 2.88 4.4 ng 27019 1 8.05 122881 20.0
unknown5.11 5.11 3.6 ng 21858 1 8.05 122881 20.0
unknown? .60 7.60 86.1 ng 528852 1 8.05 122881 20.0
1-Nonadecene 21.32 4.4 ng 88485 5 21.71 405968 20.0
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