LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG062417\
Data File : BG027667.D

Aca On 24 Jun 2017 20:08

Operator : SJ/JU

Sample : 13841-01

Misc :

ALS Vial : 18 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-BG062117.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 6.087 368 374 383 rBV 126745 219347 9.17% 2.537%
2 7.644 631 639 652 rBB 82541 150380 6.28% 1.739%
3 8.038 697 706 718 rBB 258968 463982 19.39% 5.366%
4 8.502 778 785 797 rBB 71283 135747 5.67% 1.570%
5 8.831 833 841 849 rBV 299974 539318 22.54% 6.237%

6 9.671 974 984 992 rBV 273963 525934 21.98% 6.083%
7 11.322 1257 1265 1273 rBB2 102975 194696 8.14% 2.252%
8 13.714 1662 1672 1679 rBV 822533 1319991 55.17% 15.266%
9 14.519 1803 1809 1815 rBV 21166 30800 1.29% 0.356%
10 15.088 1899 1906 1913 rBV2 172239 292423 12.22% 3.382%
11 16.152 2081 2087 2096 rBV3 21318 49846 2.08% 0.576%
12 16.258 2100 2105 2113 rVB5 14262 29992 1.25% 0.347%

13 16.569 2151 2158 2166 rBV 495974 797237 33.32% 9.220%
14 17.838 2367 2374 2384 rBV2 248703 399093 16.68% 4.616%

15 18.191 2425 2434 2438 rBV2 18645 27174 1.14% 0.314%
16 18.672 2510 2516 2523 rBV2 38059 63907 2.67% 0.739%
17 19.930 2726 2730 2738 rBV6 17589 31413 1.31% 0.363%
18 20.412 2805 2812 2820 rBV 1777264 2392736 100.00% 27.672%
19 21.763 3035 3042 3054 rBvV 15332 41347 1.73% 0.478%

20 22.204 3110 3117 3125 rVB 245876 471053 19.69% 5.448%
21 22.821 3213 3222 3230 rBvV4 11863 40630 1.70% 0.470%
22 25.841 3723 3736 3751 rVB2 128104 429615 17.95% 4._.969%

Sum of corrected areas: 8646661
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\Data\BG062417\
Data File : BG027667.D

Aca On : 24 Jun 2017 20:08

Operator : SJ/JU

Sample : 13841-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG062117 .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: BG027667.D
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500000

8.04 8.83 9.67

6.09 7.64 8.50 11.32

L £ L RSB RMS M.

T T T
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Abundance TIC: BG027667.D

20.41

1500000

1000000
13.71

500000 16.57

17.84 22.20
15.09

o 14.52 A 18826 18.19 18,67 19.93 21.76 22.82

Time--> 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: BG027667.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG062417\
Data File : BG027667.D

Aca On 24 Jun 2017 20:08

Operator : SJ/JU

Sample : 13841-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 unknown8.04 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.04 68.36 ng 463982 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 706 (8.038 min): BG027667.D (-697) (-) m/z 132.00 100.00%
5000

7.80 8.00 8.20 8.40
m/z 68.00 48.20%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 LINLINL L LI L L L LI LI
69 7.80 8.00 8.20 8.40
57 76 m/z 66.00 34 .26%
“ ‘ 89 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
 REEEEERE S S
7.80 8.00 8.20 8.40
5000 m/z 134.00 31.39%
33 4 g7 105

70 78
51 60 86 115

wwwmmwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14502: 1H-Benzimidazole, 2-methyl- B B R
132 7.80 8.00 8.20 8.40
m/z 69.00 22.76%
5000
63
5 27 3 %2 7 2%
R A B R B o RARE B e REAmSERERE L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG062417\
Data File : BG027667.D

Aca On 24 Jun 2017 20:08

Operator : SJ/JU

Sample : 13841-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 unknownl6.26 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.26 2.05 ng 29992 Acenaphthene-d10 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1H)Pvrrole-2-carbonitrile. 5-me... 106 C6H6N2 026173-92-2 22
2 1.3-Dioxolane. 2.4.5-trimethvl-2... 192 C12H1602 005413-61-6 12
3 2-(Benzvlidenehvdrazino)-2-oxo-N... 295 C17H17N302 098308-85-1 10
4 Benzeneacetonitrile. .alpha.-hvd... 133 C8H7NO 000532-28-5 10
5 (1H)Pyrrole-3-carbonitrile, 2-me... 106 C6H6N2 026187-27-9 9
Abundance Scan 2105 (16.258 min): BG027667.D (-2100) (-) m/z 104.95 100.00%
105
5000
41 77 91
147 447
57 129 16.00 16.20 16.40 16.60

m/z 106.00 45_.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #5061: (1H)Pyrrole-2-carbonitrile, 5-methyl-
105
5000 LANLINL L L L L BN LB B BB
16.00 16.20 16.40 16.60
78 m/z 77.00 34.66%
27
,H,,,,,,, e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 16.00 16.20 16.40 16.60
5000 m/z 41.00 34.43%
7 147
28
61 || 91 | 123 163 | 191

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140239: 2-(Benzylidenehydrazino)-2-oxo-N-(1-phenylethyl)a...

77 105 16.00 16.20 16.40 16.60
147 m/z 115.00 32.82%
5000 51
120
1
37 b M H\‘ Sﬂu‘ H _ | 174191207 239 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG062417\
Data File : BG027667.D

Aca On 24 Jun 2017 20:08

Operator : SJ/JU

Sample : 13841-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.67 3.20 ng 63907 Phenanthrene-d10 17.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 Octanoic acid. silver(1+) salt 250 C8H15Aa002 024927-67-1 38
5 Undecanoic acid, 10-bromo- 264 C11H21Bro02 018294-93-4 35
Abundance Scan 2516 (18.672 min): BG027667.D (-2510) (-) m/z 60.00 100.00%
73
43
5000 129
4 115 1711g5 213 256
01 143157 199 | 297 18.40 18.60 18.80 19.00
m/z 73.00 94 .71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129

18.40 18.60 18.80 19.00

m/z 55.00 83.05%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e AR BE s S
18.40 18.60 18.80 19.00
5000 129 m/z 43.00 78.03%
29 g7
199
100115 143457,7,185 213 242
15 226
A B o L e A EEaas EESEE s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61120: Dodecanoic acid LR B m e
60 73 18.40 18.60 18.80 19.00
43 m/z 40.95 69.78%
5000
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.40 18. 60 18.80 19. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG062417\
Data File : BG027667.D

Acq On 24 Jun 2017 20:08

Operator : SJ/JU

Sample - 13841-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown8 .04 8.04 68.4 ng 463982 1 8.50 135747 20.0
unknownl16 .26 16.26 2.0 ng 29992 3 15.09 292423 20.0
n-Hexadecanoic acid 18.67 3.2 ng 63907 4 17.84 399093 20.0
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