LSC Area Percent Report

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

Data File : BG022368.D

Aca On : 16 Jun 2016 16:17 Instrument :
Operator : UM/SJ ?:'I\:gﬁ(t;Sam ol
a?zgle ; H3569-15 SB@%COME
ALS Vial : 5 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

2.878 3 7 24 rVB 965275 1527392 100.00% 17.051%
3.025 27 32 50 rvB2 65000 138931 9.10% 1.551%
rBv2 13617 25926 1.70% 0.289%
5.616 466 473 486 rBvV 220645 441643 28.91% 4 _.930%
7.250 742 751 773 rBV 224417 515819 33.77% 5.758%
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7.596 802 810 826 rBV 265013 533259 34.91% 5.953%
8.055 881 888 895 rBvV 65432 124851 8.17% 1.394%
rBv 205566 402040 26.32% 4.488%
9.230 1079 1088 1104 rBvV 139789 312964 20.49% 3.494%
10.875 1360 1368 1385 rBV 96416 219885 14.40% 2.455%

=
QO ~NO®

o0}

w

\l

(o0}

O

W

al

(e}

N

w

O

a1

w

11 13.313 1776 1783 1798 rBV 504579 924121 60.50% 10.316%
12 14.142 1916 1924 1937 rBV 97467 173175 11.34% 1.933%
13 14.694 2011 2018 2027 rBV2 194314 344807 22.57% 3.849%

14 15.511 2152 2157 2162 rVB 19474 28124 1.84% 0.314%
15 15.910 2217 2225 2230 rBV4 7026 17877 1.17% 0.200%
16 16.186 2266 2272 2291 rBV 326094 614975 40.26% 6.865%
17 16.369 2298 2303 2311 rBV2 20039 39392 2.58% 0.440%
18 17.162 2430 2438 2442 rBV 12422 19837 1.30% 0.221%

19 17.438 2476 2485 2499 rBV2 226769 414013 27.11% 4.622%
20 20.035 2921 2927 2942 rBV 898701 1297470 84.95% 14.484%

21 21.316 3139 3145 3158 rBV2 35250 74514 4._.88% 0.832%
22 21.709 3205 3212 3226 rBV 209718 418319 27.39% 4._.670%
23 24.964 3756 3766 3779 rVB3 109023 348466 22.81% 3.890%

Sum of corrected areas: 8957800
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022368.D

Aca On : 16 Jun 2016 16:17

Operator : UM/SJ

Sample : H3569-15

Misc :

ALS Vvial : 5 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: BG022368.D
88
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5.62 7%1m
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Time--> 300 3.50 4.00 450 500 550 600 6.50 7.00 750 8.00 8.50 900 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG022368.D
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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: BG022368.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022368.D

Aca On : 16 Jun 2016 16:17

Operator : UM/SJ

Sample : H3569-15

Misc :

ALS Vial : 5 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 1

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

2.88 244.67 ng 1527390 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Methane. i1sothiocvanato- 73 C2H3NS 000556-61-6 7
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 7 (2.878 min): BG022368.D (-3) (-) m/z 73.00 100.00%
7B
5000 a$
43 85
2.90 3.00 3.10 3.20 3.30
55
o 1 AT NI SN TN - S N — m/z 43.00 36.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000 A A R RS SR
43 2.90 3.00 3.10 3.20 3.30
89 m/z 89.00 30.60%
Lo ws g s | o
miz--> b % % 4 % e 7 8 90 160 110
Abundance
73
43 RN SR R L
55 2.90 3.00 3.10 3.20 3.30
5000 m/z 41.00 7.99%
29
0 s 37, 49 | 6l g7 g2 89 100
LI SU LI SURL L SUAL SURELE SURBLEL SUREUI UL UL SURELIL S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #703: Methane, isothiocyanato- e .%. R EmaRE
7B 2.90 3.00 3.10 3.20 3.30
m/z 42.00 5.83%
5000
45
2? 15 | 58
O T e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.90 3.00 3.10 3.20 3.30

8270-BG060616.-M Fri Jun 17 18:15:48 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022368.D

Aca On : 16 Jun 2016 16:17

Operator : UM/SJ

Sample : H3569-15

Misc :

ALS Vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.11 4_.15 ng 25926 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 39
2 5-Hexen-2-one 98 C6H100 000109-49-9 10
3 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 9
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9
5 Diacetamide 101 C4H7NO2 000625-77-4 5

Abundance Scan 387 (5.111 min): BG022368.D (-381) (-) m/z 43.00 100.00%
43
59
5000
101
51 | 83 480 5.00 5.20 5.40
R e o o o e e 1 S S o m/z 59.00 56.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L UL UL
59 480 500 520 540
m/z 101.00 20.64%
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 17.79%
27 55
0 15 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3192: 2-Propanone, 1-cyclopropyl-
43 480 5.00 5.20 5.40
m/z 41.00 7.85%
5000
55
2\7\ |1 69 8\3 98
[ o o L o o R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022368.D

Aca On : 16 Jun 2016 16:17

Operator : UM/SJ

Sample : H3569-15

Misc :

ALS Vial : 5 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 4 unknown7.60 Concentration Rank 2

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

7.60 85.42 ng 533259 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 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 811 (7.602 min): BG022368.D (-802) (-) m/z 131.90 100.00%

132
5000
68

96 7.20 7.40 7.60 7.80 8.00

40 54
o 8 | 3% | 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 e RS REREE nmats T
7.20 7.40 7.60 7.80 8.00

m/z 133.90 34 .44%

31 51 8
0 ‘H\\ H (1A L 1
e I B o . e e o o e B B B B
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 21.26%
41 53 97 117
79
88 || 106
O T T T T T T T T T T
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 13.35%
5000 98 116 /L
R O . N2 ™ NN O (1 G | G
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 : BG022368.D

Aca On : 16 Jun 2016 16:17

Operator : UM/SJ

Sample : H3569-15

Misc :

ALS Vial : 5 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 6 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.32 3.56 ng 74514 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 94
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 93
3 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91
Abundance Scan 3146 (21.322 min): BG022368.D (-3139) (-) m/z 83.00 100.00%
5000
139 208 21.00 21.20 21.40 21.60
0 W o 88 'm/z 69.00 87.73%
m/z--> 100 150 200 250 300 350
Abundance #146886 Dichloroacetic acid, heptadecyl ester
57
5000
21.00 21.20 21.40 21.60
29 m/z 96.95 81.41%
ol b ‘H\ L 1P 168 101210 238 266 295
m/z--> 50 100 150 200 2éo 300 350
Abundance
57 83

21.00 21.20 21.40 21.60
5000 111 m/z 55.00 79.56%
29

. 139 168 194 224 250 297 360
A e e o [ e e e e o e O ML e
m/z--> 50 100 150 200 250 300 350
Abundance : i i

#140345: Bromoacetic acid, pentadecyl ester L e o o e e e N R
43 83 21. OO 21. 20 21. 40 21 60
m/z 57.00 79.01%

5000
111
141 182
0 .‘Lﬂl,kg WL Il ﬂ ) 1647 ?08. 255

m/z--> 50 100 150 200 250 300 350 21. OO 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 : BG022368.D

Acq On : 16 Jun 2016 16:17

Operator : UM/SJ

Sample - H3569-15

Misc :

ALS Vial : 5 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 2.88 244.7 ng 1527390 1 8.05 124851 20.0
2-Pentanone, 4-hy... 5.11 4.2 ng 25926 1 8.05 124851 20.0
unknown? .60 7.60 85.4 ng 533259 1 8.05 124851 20.0
Dichloroacetic ac... 21.32 3.6 ng 74514 5 21.71 418319 20.0
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