LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\

Data File : BG026691.D

Aca On - 21 Aor 2017 18:11 Instrument :
Operator : SJ/MA BNA_G

Sample - 12782-02 ClientSampleld :
Misc - HW-7-42017
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:\HPCHEM1I\BNA G\METHODS\8270-BG041817.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 5.132 341 348 357 rVB 85948 136359 1.10% 0.241%
2 5.614 423 430 444 rBV 1137160 1865304 15.03% 3.294%
3 7.218 696 703 718 rBV 690961 1275565 10.28% 2.253%
4 7.570 752 763 779 rBVY 2254853 3935547 31.71% 6.950%
5 8.029 834 841 850 rVB 619542 1042744 8.40% 1.841%

8.352 888 896 906 rBV 2087346 3622432 29.18% 6.397%
9.186 1030 1038 1048 rBV 1570297 2834426 22.84% 5.005%
10.831 1309 1318 1324 rBV 857086 1592510 12.83% 2.812%
13.264 1725 1732 1746 rBV 5123645 8079331 65.09% 14.267%
14.086 1866 1872 1877 rBV 181852 265636 2.14% 0.469%

=
QO ~NO®

11 14.638 1959 1966 1975 rBV2 1403396 2218494 17.87% 3.918%
12 16.125 2211 2219 2235 rBV 4186266 6581753 53.03% 11.623%
13 17.165 2391 2396 2406 rVB 261829 378590 3.05% 0.669%
14 17.371 2425 2431 2439 rBV2 1866071 2854968 23.00% 5.042%
15 18.252 2576 2581 2590 rBV 171670 320489 2.58% 0.566%

16 19.515 2792 2796 2806 rBv2 200190 344125 2.77% 0.608%
17 19.968 2867 2873 2887 rBV 8775755 12412172 100.00% 21.919%

18 21.619 3147 3154 3169 rVB 2101848 3482407 28.06% 6.150%
19 24.785 3683 3693 3708 rBv2 1188981 3384778 27.27% 5.977%

Sum of corrected areas: 56627630
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\Data\BG042117\
Data File : BG026691.D

Aca On : 21 Apr 2017 18:11

Operator : SJ/MA

Sample : 12782-02

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG041817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG026691.D
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Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG026691.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: BG026691.D
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Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\
Data File : BG026691.D

Aca On : 21 Apr 2017 18:11

Operator : SJ/MA

Sample : 12782-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Guanidine Concentration Rank 4

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

5.13 2.62 ng 136359 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
4 Propane. l-ethoxv-2-methvyl- 102 C6H140 000627-02-1 46
5 (2,3,3-Trimethyloxiranyl)methanol 116 C6H1202 1000306-64-7 38

Abundance Scan 348 (5.132 min): BG026691.D (-341) (-) m/z 43.10 100.00%
4B g
5000
101
83 - 480 500 520 540
| NS S MMM =2 m/z 59.10 83.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #256: Guanidine
43 59
5000 18 S R
4.80 5.00 5.20 5.40
m/z 101.10 32.02%
IIIII""'I""'I""I'"'I""IIIII IS B D B N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
480 500 520 540
5000 m/z 58.10 23.99Y%
41
27 101
73
mmwmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43 4.80 5.00 5.20 5.40
m/z 41.10 9.05%
5000 59
15 101
IIIII""'I"""I""I8'3"'I""'IIIII IS B D S N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\
Data File : BG026691.D

Aca On : 21 Apr 2017 18:11

Operator : SJ/MA

Sample : 12782-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.57 Concentration Rank 1

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

7.57 75.48 ng 3935550 1,4-Dichlorobenzene-d4 8.03
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 35
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 763 (7.570 min): BG026691.D (-752) (-) m/z 132.10 100.00%
132
5000
68
05 | o ms | 15 105 oy | 720 Tk 760 8o 8
ettt 482 | 115 L 165 193 224 281 | 475713410  34.75%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI UL LN LR
7.20 7.40 7.60 7.80 8.00
m/z 68.10 33.60%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 21.94%
41 97
117
54 || 81
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl e R
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 96.10 13.20%
5000 o 11°
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 720 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\
Data File : BG026691.D

Aca On : 21 Apr 2017 18:11

Operator : SJ/MA

Sample : 12782-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzenesulfonamide, N-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.16 2.65 ng 378590 Phenanthrene-d10 17.37

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 CI10H15N02S 003622-84-2 92

2 N-Fluorobenzenesulfonimide 315 C12H10FN04S2 133745-75-2 43

3 Malononitrile. 2-phenvlazo- 170 C9O9H6N4 1000316-88-1 38

4 N-Benzenesulfonvloxv-2.2-bis(tri... 335 C10H7F6NO3S 055734-41-3 37
5 Propanedinitrile, [1-phenyl-2-(p... 308 C17H12N202S 136289-43-5 37

Abundance Scan 2395 (17.159 min): BG026691.D (-2391) (-) m/z 170.05 100.00%
7w 141 170
5000
51 16.80 17.00 17.20 17.40
106 213 . . . .
il 208 L 1) (S 253 830 393 490 L4100 97.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #71723: Benzenesulfonamide, N-butyl-
77 141 170
5000 LI L L L L L L L L L
16.80 17.00 17.20 17.40
51 m/z 77.10 91.68%
2
‘wl,% S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
7 141
B e e e
16.80 17.00 17.20 17.40
5000 m/z 51.05 14.93%
51
27 110, 168 233 315
T T T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #38968: Malononitrile, 2-phenylazo-
7 170 16.80 17.00 17.20 17.40
m/z 158.10 11.58%
5000
39 J 105
m/z--> 0 50 100 150 200 250 300 350 400 450 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\
Data File : BG026691.D

Aca On : 21 Apr 2017 18:11

Operator : SJ/MA

Sample : 12782-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.25 2.25 ng 320489 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 4-Oxazolidinone, 2-hydroxy-3-met... 201 C10H19NO3 056440-43-8 30

Abundance Scan 2581 (18.252 min): BG026691.D (-2576) (-) m/z 73.05 100.00%

73
43 5

5000
213

157171185 256
43 1

99 18.00 18.20 18.40 18.60

m/z 60.10 78 .96%

282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129

18.00 18.20 18.40 18.60

83
m/z 43.15 73.04%
213
J;Lt, 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 R R EEEE RS R
57 18.00 18.20 18.40 18.60
5000 12 m/z 57.10 72.61%
29 185 228

87
115
101 143157171 199213

Wmmwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid AN mam e B
4 73 18.00 18.20 18.40 18.60

51 m/z 129.10 52.92%

5000 129

29
o LA

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60

143 99 242

1
157171185

8270-BG041817.M Mon Apr 24 03:30:10 2017 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG042117\
Data File : BG026691.D

Acq On : 21 Apr 2017 18:11

Operator : SJ/MA

Sample : 12782-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Guanidine 5.13 2.6 ng 136359 1 8.03 1042740 20.0
unknown? .57 7.57 75.5 ng 3935550 1 8.03 1042740 20.0
Benzenesulfonamid... 17.16 2.6 ng 378590 4 17.37 2854970 20.0
n-Hexadecanoic acid 18.25 2.3 ng 320489 4 17.37 2854970 20.0
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