LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016234.D

Acq On : 6 Apr 2015 21:24

Operator : TP/1Z

Sample : G1757-02

Misc :

ALS Vial : 12 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-BG040615.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
1 2.799 14 19 28 rBY 353791 517198 12.15% 2.488%
2 2.875 28 32 38 rVv 374410 411582 9.67% 1.980%
3 4.814 355 362 369 rvB2 35000 50552 1.19% 0.243%
4 5.278 435 441 452 rBV 509240 706185 16.59% 3.397%
5 6.870 705 712 721 rBVY 337090 498307 11.71% 2.397%

7.229 766 773 785 rBV 934123 1472060 34.58% 7.080%
7.699 845 853 860 rBvV 224710 339751 7.98% 1.634%
8.016 899 907 916 rBV 840935 1345960 31.62% 6.474%
8.856 1042 1050 1062 rBV 720629 1153845 27.11% 5.550%
10.484 1320 1327 1334 rBV 336933 558695 13.13% 2.687%

=
QO ~NO®

11 12.963 1741 1749 1757 rBV 1908364 2843979 66.82% 13.679%
12 14.338 1976 1983 1991 rBV2 546354 816467 19.18% 3.927%
13 15.825 2230 2236 2251 rBV 1221287 1804241 42.39%% 8.678%
14 17.076 2443 2449 2455 rBV2 719448 1016888 23.89% 4.891%
15 19.409 2840 2846 2851 rBV 304098 347756 8.17% 1.673%

16 19.708 2891 2897 2908 rBV 3410101 4256445 100.00% 20.472%
17 20.449 3018 3023 3028 rBvV 225995 244430 5.74% 1.176%

18 20.971 3107 3112 3121 rBV 52249 79918 1.88% 0.384%
19 21.254 3155 3160 3171 rBV 924602 1134271 26.65% 5.455%
20 21.406 3182 3186 3193 rBV 35323 42885 1.01% 0.206%
21 22.299 3333 3338 3346 rBvV 32140 52048 1.22% 0.250%
22 22.811 3419 3425 3430 rBV2 23899 43404 1.02% 0.209%

23 23.498 3534 3542 3553 rBV 557356 1054464 24.77% 5.072%

Sum of corrected areas: 20791331
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016234.D

Acq On : 6 Apr 2015 21:24

Operator : TP/1Z

Sample : G1757-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016234.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016234.D

Acq On : 6 Apr 2015 21:24

Operator : TP/1Z

Sample : G1757-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 4

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

2.88 24 .23 ng 411582 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7

Abundance Scan 33 (2.881 min): BG016234.D (-28) (-) m/z 73.05 100.00%
7B
5000
43 55 87
37 49| o5 2.802.903.003.10 3.203.30
T Y M- U N N m/z 43.10 26.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 55 2.802.903.003.10 3.203.30
07 87 m/z 87.10 23.61%
R I 'JHN??"“‘lJ'ég'” "?4'§?it T "|""1P}"'|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.802.903.003.10 3.203.30
5000 m/z 55.10 19.86%
45
29
39 Y 101
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance #720: N-Ethylformamide
30 2.802.903.003.10 3.203.30
73 m/z 71.10 10.83%
5000
44 58
18 “
"'w'“ll'ﬁ' ..Equl.“...,”..,..”,...w....,”..,
m/z--> 10 20 30 40 50 60 70 80 90 100 2.802.903.003.10 3.203.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016234.D

Acq On : 6 Apr 2015 21:24

Operator : TP/1Z

Sample : G1757-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.81 2.98 ng 50552 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 38
3 Guanidine 59 CH5N3 000113-00-8 38
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 37
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 23

Abundance Scan 361 (4.808 min): BG016234.D (-355) (-) m/z 43.05 100.00%
43
59
5000
73 101
51 | 83 440 4.60 4.80 5.00 5.20
S T S -2 AVIC | N N S U P m/z 59.10 55.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI SRR RN RN R
440 4.60 4.80 5.00 5.20
59 m/z 101.10 28.01%
21 37 53 ‘ 67 77 83 a1 }?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500 520
5000 m/z 73.10 24 _89%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Guanidine T B b e R
3 59 440 4.60 4.80 5.00 5.20
m/z 58.05 19.01%
5000 18
28
"'ﬁgﬂ'w'““$"'ﬁ*"w"'P"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016234.D

Acq On : 6 Apr 2015 21:24

Operator : TP/1Z

Sample : G1757-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 unknown7.23 Concentration Rank 1

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

7.23 86.66 ng 1472060 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 773 (7.229 min): BG016234.D (-766) (-) m/z 132.00 100.00%
32
5000 68
40 ,- 54 75 103 6.80 7.00 7.20 7.40 7.60
et AT A L e LIS ms WL Th/z 68.10  39.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 I I UL L
a1 o7 6.80 7.00 7.20 7.40 7.60
53 117 m/z 134.00 32.41%
34 ‘M ‘ 60 | | \w‘ 89 || 105 | 124
T 0 0 N S S g 1éo 140
Abundance
132
69 ISR L UL I
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 24 _06%
3144 51 &
mﬁmﬂwﬂwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A
132 6.80 7.00 7.20 7.40 7.60

m/z 69.10 15.46%

5000
104
51 66 77
14 27 37 4491 58 . 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016234.D

Acq On : 6 Apr 2015 21:24

Operator : TP/1Z

Sample : G1757-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.41 6.13 ng 347756 Chrysene-di2 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 99
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 81
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 35
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 27

Abundance Scan 2846 (19.409 min): BG016234.D (-2840) (-) m/z 56.10 100.00%

56

5000
73
o T s e ] 150 T o0 195 1950
3 157 185 213 312 . . . . .
S ,|. 283 m/z 57.05 52.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester

56

5000 —y—v—v‘v-v—rﬁ-!-rjy—kﬁ}&!-rﬂ-ﬁ—r‘h-r

19.00 19.20 19.40 19.60 19.80

29 129 239 27 m/z 43.05 35.33%
312
el H\. gl | 187 1% a 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
19.00 19.20 19.40 19.60 19.80
5000 m/z 41.10 33.16%
4 239 957
73
129
18 %13 157 185 213 282 312
mmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56 19.00 19.20 19.40 19.60 19.80
m/z 73.05 30.48%
5000
29 73
257
R L L R e e RARA RARaRLaaEsEma s p
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016234.D

Acq On : 6 Apr 2015 21:24

Operator : TP/1Z

Sample : G1757-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 7 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.45 4.31 ng 244430 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 97
2 n-Butyl myristate 284 C18H3602 000110-36-1 58
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 45
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30

Abundance Scan 3023 (20.449 min): BG016234.D (-3018) (-) m/z 56.10 100.00%
56
5000
M 129 285
3 185 241 267 340 20.20 20.40 20.60 20.80
...~.,|m'“u| BT 2.13...1,.|..-l.,...:, m/z 57.10 57.33%
m/z--> 50 100 150 200 250 300
Abundance #137334: Octadecanoic acid, butyl ester
56
5000 285 LR BN UL S UL
20,20 20.40 20.60 20.80
29 129 267 340 m/z 43.10 37.03%
185 241
.‘“u g h H‘ N\ JH H ‘. .‘:|I-5.7.‘ .‘. 2|13| : I\ T .“. .M. |3:.L1. : I\ T
m/z--> 50 150 200 250 300
Abundance
56
' 20.20 20.40 20.60 20.80
0
5000 950 m/z 55.05 31.90%
73 211
129 284
39 101 157 % 255
m/z--> 50 100 150 200 250 300 '
Abundance #12423: Nipecotic acid T T T RSP
57 20,20 20.40 20.60 20.80
m/z 41.10 30.89%
5000
8 19
101
.|..J||'.1..|.|..‘.. S R LTSV SRR
m/z--> 50 100 150 200 250 300 20,20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016234.D

Acq On : 6 Apr 2015 21:24

Operator : TP/1Z

Sample : G1757-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.88 24_.2 ng 411582 1 7.70 339751 20.0
2-Pentanone, 4-hy... 4.81 3.0 ng 50552 1 7.70 339751 20.0
unknown7 .23 7.23 86.7 ng 1472060 1 7.70 339751 20.0
Hexadecanoic acid... 19.41 6.1 ng 347756 5 21.25 1134270 20.0
Octadecanoic acid... 20.45 4.3 ng 244430 5 21.25 1134270 20.0

8270-BG040615.M Thu Apr 16 00:56:18 2015 Page: 8



