LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017238.D

Acq On : 21 May 2015 7:13

Operator : TP/1Z

Sample : G2301-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG051315.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 height area % max. total

2.782 11 16 25 rBv2 88575 164378 4.61% 1.014%
2.859 25 29 38 rvB 426890 556675 15.63% 3.433%
rvB 50309 70994 1.99% 0.438%
5.285 436 442 449 rBvV 383840 540674 15.18% 3.334%
6.889 708 715 723 rBV 242262 368391 10.34% 2.272%
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7.236 766 774 782 rBV 712829 1135626 31.88% 7.003%
7.694 844 852 862 rVB 179939 284969 8.00% 1.757%
8.012 899 906 914 rVB 639589 1013652 28.45% 6.250%
rBv 608326 979557 27 .50% 6.040%
10.485 1318 1327 1334 rBV 240229 393932 11.06% 2.429%
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11 12.700 1699 1704 1709 rBV3 23898 35991 1.01% 0.222%
12 12.970 1741 1750 1757 rBV 1388174 2081758 58.44% 12.837%
13 14.351 1978 1985 1995 rBV2 367918 541127 15.19% 3.337%
14 15.844 2233 2239 2255 rBV 1285822 1834155 51.48% 11.310%
15 17.095 2447 2452 2459 rBV2 501630 722378 20.28% 4._.454%

16 18.000 2602 2606 2614 rBV2 64006 96565 2.71% 0.595%
17 19.287 2820 2825 2831 rBV2 38773 54219 1.52% 0.334%
18 19.733 2895 2901 2911 rBV 2967904 3562505 100.00% 21.967%
19 21.002 3112 3117 3126 rBv4 51604 100777 2.83% 0.621%
20 21.284 3159 3165 3173 rBV 700053 854677 23.99% 5.270%

21 23.552 3543 3551 3560 rVB 419258 824258 23.14% 5.083%

Sum of corrected areas: 16217258
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG052015\

BG017238.D

21 May 2015 7:13

TP/1Z

62301-02

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BG017238.D
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Abundance
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TIC: BG017238.D

21.28
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21.00

0
Time-->

21.00 2150 22.00 2250 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\BG052015\
Data File : BG017238.D

Acq On : 21 May 2015 7:13

Operator : TP/1Z

Sample : G2301-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.86 39.07 ng 556675 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 29 (2.859 min): BG017238.D (-25) (-) m/z 73.10 100.00%
8B
2.80 2.90 3.00 3.10 3.20 3.30
0 M N -1 A< S m/z 43.05 45_29%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-
78
5000
2.80 2.90 3.00 3.10 3.20 3.30
‘ ‘ m/z 55.05 25._46%
AL

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

73

J%

41 2.80 2.90 3.00 3.10 3.20 3.30
5000 m/z 87.05 25.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

ﬁ

Abundance #1966: Silane, tetramethyl-
73 2.802.903.00 3.10 3.20 3.30
m/z 41.05 15.40%
5000
43
15
1

T e e T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.802.903.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017238.D

Acq On : 21 May 2015 7:13

Operator : TP/1Z

Sample : G2301-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
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 unknown4.80 Concentration Rank 5

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

4.80 4.98 ng 70994 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethadione 129 C5H7NO3 000695-53-4 40
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 25
5 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 23

Abundance Scan 359 (4.798 min): BG017238.D (-355) (-) m/z 43.00 100.00%
a3
5000
101

71 151 291 415 530 440 4.60 4.80 5.00 5.20
SR B LSOO B > S~ S L E—— m/z 59.00 58.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #12397: Dimethadione
43
5000 LI L L L B
4.40 4.60 4.80 5.00 5.20
129 m/z 101.10 20.56%
15
,.‘.“.‘,‘7.0..,....,....,....,....,....,....,....,....,....
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
B e e e
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.00 15.77%
101
15 | 69
i e e o e o L e e B LR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59 4.40 4.60 4.80 5.00 5.20
m/z 41.05 8.14%
5000 101
27
b

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

T
300 350 400 450 500 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017238.D

Acq On : 21 May 2015 7:13

Operator : TP/1Z

Sample : G2301-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
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 unknown7.24 Concentration Rank 1

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

7.24 79.70 ng 1135630 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 775 (7.242 min): BG017238.D (-766) (-) m/z 132.00 100.00%
132
5000 68
i s 80 T 115 163 221 253 700 720 740 750
m/z 68.10 42 .60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AL UL I R
7.00 7.20 7.40 7.60
31 m/z 134.00 33.27%
H | ‘ \‘
m/z--> 45 60 80 100 120 140 160 180 200 220 240
Abundance
132
7.00 7.0 7.40 7.60
5000 97 m/z 66.00 31.09%
70
31
a4 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #48639: Tranylcypromine-propionyl R R mEE R s
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 19.77%
5000 o 1°
i .ﬁu.;..,HW w, . ...1??....,}??. S 4 VY O —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017238.D

Acq On : 21 May 2015 7:13

Operator : TP/1Z

Sample : G2301-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
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 Undecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.00 2.67 ng 96565 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 58
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2606 (18.000 min): BG017238.D (-2602) (-) m/z 73.00 100.00%

5000

17.60 17.80 18.00 18.20 18.40
m/z 60.00 91.62%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46616: Undecanoic acid
60

17.60 17.80 18.00 18.20 18.40
m/z 43.10 81.83%

5000{ 29
g7 129
Mh”m \‘ P57186

.‘. O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
73
43 e e e
17.60 17.80 18.00 18.20 18.40
5000 129 m/z 41.10 57.85%
185
228
101
15 157
T T T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92228: n-Hexadecanoic acid
43 17.60 17.80 18.00 18.20 18.40
m/z 55.00 51.09%
5000

2
157185

| T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017238.D

Acq On : 21 May 2015 7:13

Operator : TP/1Z

Sample : G2301-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 1-Nonadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.00 2.36 ng 100777 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 87
2 17-Pentatriacontene 491 C35H70 006971-40-0 86
3 1-Octadecene 252 C18H36 000112-88-9 86
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 83
5 1-Heptadecene 238 C17H34 006765-39-5 81

Abundance Scan 3117 (21.002 min): BG017238.D (-3112) (-) m/z 43.05 100.00%

43
83

5000

207 | LN LI L L L LB LB L
251 283 325 355 411 20.60 20.80 21.00 21.20 21.40

m/z 55.05 98 .52%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #108955: 1-Nonadecanol
5000 LA L L L L L L L L LB
111 20. 60 20 80 21. 00 21. 20 21. 40
m/z 57.10 91.05%
9
m/z--> 0 250 300 350 400 450
Abundance
43
BN REEEERRE RS
20.60 20.80 21.00 21.20 21.40
5000 83 m/z 83.10 79.53%
111
139167 196 224 267292 321 462 490
L o o o o e A i e N LA e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #89782: 1-Octadecene
43 20.60 20.80 21.00 21.20 21.40
83 m/z 69.05 64 .29%
5000
111
| 11140168196224252
e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20 21.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_G\DATA\BG052015\

BG017238.D

21 May 2015 7:13

TP/1Z

G2301-02

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown4 .80
unknown7 .24
Undecanoic aci
1-Nonadecanol

8270-BG051315.M Thu May 21 11:48:35 2015

d

2.86 39.1 ng
4.80 5.0 ng
7.24 79.7 ng
18.00 2.7 ng
21.00 2.4 ng

RT EstConc Units Response

Butane, 2-methoxy. ..

556675
70994
1135630
96565
100777

|--Internal Standard---|
| # RT Resp Conc]

284969 20.0
284969
284969 20.0
722378 20.0
854677 20.0

17.09

1
1
1 7.69
4
5 21.28
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