LSC Area Percent Report

Data Path : Z:\HPCHEMI1I\BNA G\DATA\BG020618\
Data File : BG032587.D

Aca On : 7 Feb 2018 6:49

Operator : SJ/JU

Sample : J1455-07

Misc : MDL-W-8 ppm

ALS Vial : 21 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-BG012918.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 3.364 5 13 19 rBvV2 13485 25753 1.38% 0.343%
2 3.458 24 29 38 rvB 52362 83505 4_.49% 1.111%
3 6.143 477 486 498 rBV 67496 141342 7.60% 1.880%
4 7.823 765 772 784 rBV 38396 88774 4.77% 1.181%
5 8.217 832 839 860 rBV 156425 336325 18.08% 4_474%

6 8.705 914 922 932 rBV3 48352 103785 5.58% 1.380%
7 9.040 971 979 986 rBV 204914 395706 21.28% 5.263%
8 9.903 1119 1126 1137 rBV 137586 294658 15.84% 3.919%
9 11.584 1400 1412 1424 rBV 76435 171188 9.20% 2.277%
10 13.969 1811 1818 1829 rBV 593847 1023880 55.05% 13.619%
11 15.338 2046 2051 2063 rBvV2 160997 276878 14.89% 3.683%
12 15.497 2073 2078 2083 rBV6 15354 31810 1.71% 0.423%
13 15.820 2129 2133 2137 rVB3 12338 19175 1.03% 0.255%
14 16.114 2175 2183 2186 rBVS8 11478 27525 1.48% 0.366%
15 16.161 2186 2191 2193 rVV5 17469 26459 1.42% 0.352%
16 16.202 2195 2198 2203 rVB2 19490 28308 1.52% 0.377%

17 16.678 2273 2279 2291 rBV2 85933 229532 12.34% 3.053%
18 16.819 2296 2303 2314 rVV 585768 950521 51.11% 12.643%
19 18.076 2510 2517 2526 rBV2 215464 365927 19.68% 4.867%
20 20.614 2942 2949 2961 rBV 1362306 1859746 100.00% 24.737%

21 22.400 3246 3253 3262 rBV2 262770 491961 26.45% 6.544%
22 26.073 3866 3878 3892 rBV2 161770 545266 29.32% 7.253%

Sum of corrected areas: 7518024
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020618\
Data File : BG032587.D

Aca On : 7 Feb 2018 6:49

Operator : SJ/JU

Sample : J1455-07

Misc - MDL-W-8 ppm

ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG012918.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: BG032587.D

1200000
1000000
800000
600000

400000

200000 8.22 9.04 9.90

6.14
3.33,5?6 7.82 [\ 8.70

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 11.00 1150 12.00 1250
Abundance TIC: BG032587.D

11.58

20.61

1200000
1000000

800000

600000 13.97 16.82

400000

18.08 22.40

200000 15.34
&5. 505.8
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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: BG032587.D

16.

1200000

1000000

800000

600000

400000

200000 26.07

O R AR R R R EEE e e AR EASE s L

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:\HPCHEMI1I\BNA G\DATA\BG020618\
Data File : BG032587.D

Aca On : 7 Feb 2018 6:49

Operator : SJ/JU

Sample - J1455-07

Misc : MDL-W-8 ppm

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.46 16.09 ng 83505 1,4-Dichlorobenzene-d4 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 80
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 9

Abundance Scan 29 (3.458 min): BG032587.D (-24) (-) m/z 73.10 100.00%
73
5000
43 - a7
3 4g| 3.40 3.50 3.60 3.70 3.80 3.90
Ol el L4 L L Tm/z 43.10  32.92%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70 3.80 3.90
55 87 m/z 87.10 26.42%
0 ‘ﬁg 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 3.40 3.50 3.60 3.70 3.80 3.90
5000 m/z 55.00 23.78%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1881: Acetamide, N-ethyl-
30 3.40 3.50 3.60 3.70 3.80 3.90
87 m/z 41.05 12._.75%
43
5000
15 5o 72
0"I'm'l"”""Ww'"P"”I”"I'”'I"JI"'W"'
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : Z:\HPCHEMI1I\BNA G\DATA\BG020618\
Data File : BG032587.D

Aca On : 7 Feb 2018 6:49

Operator : SJ/JU

Sample - J1455-07

Misc : MDL-W-8 ppm

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 3 unknown8.22 Concentration Rank 2

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

8.22 64.81 ng 336325 1,4-Dichlorobenzene-d4 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Xenon 132 Xe 007440-63-3 45
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 840 (8.223 min): BG032587.D (-832) (-) m/z 132.00 100.00%
32
5000
68
4 054 6 | 75 9 104 7.80 8.00 8.20 8.40 8.60
OH.W.H.M.H,H.W.”.“.”,”.w.”.“ﬂn,”.w.”.,b”,” m/z 134.00 35.12%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132
5000 SLEBERSARE N AR R
7.80 8.00 8.20 8.40 8.60
66 m/z 68.10 32.30%
126

0....,....,....,....,...‘l,....,....,....,....,....,....,.....
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

e
69 104 7.80 8.00 820 840 8.60
5000 m/z 66.10 22 .01%
78
31 g5 ,, 51
Ol T T T T T T T e e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.80 8.00 820 8.40 8.60
m/z 69.10 15.74%
5000
33 44 0 97 105
60 78 ‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 780 8.00 820 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1I\BNA G\DATA\BG020618\
Data File : BG032587.D

Aca On : 7 Feb 2018 6:49

Operator : SJ/JU

Sample - J1455-07

Misc : MDL-W-8 ppm

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 unknownl5.50 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.50 2.30 ng 31810 Acenaphthene-d10 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-EthvI-N-methvl-4-nitrosobenzen... 164 C9H12N20 036479-98-8 43
2 2-Phenvlthiolane 164 C10H12S 002060-65-3 25
3 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 25
4 Imidazo(l.5-a)pvrimidine 119 C6H5N3 000274-67-9 18
5 2-Propenoic acid, 3-(3-hydroxyph... 164 C9H803 000588-30-7 14
Abundance Scan 2079 (15.503 min): BG032587.D (-2073) (-) m/z 119.05 100.00%
119
164
5000
39 105
67 91 147
50 82 132
15.20 15.40 15.60 15.80
) I .‘, an ,|.||. L |."|. i '|!| 1 !|.|. A8 w7z 117.10  76.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34210: N-Ethyl-N-methyl-4-nitrosobenzenamine
119 164
5000
o1 15.20 15.40 15.60 15.80
w5 g5 77 ‘ 105 134 149 m/z 164.10 66.67%
[o) M— e "w‘l .Hl“l‘ : ‘l“‘.‘ IHIHI . .“l“. I‘W' . "‘l" I\l”\l I .‘l“. . |"" —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
164
117
15.20 15.40 15.60 15.80
5000 91 136 m/z 115.00 53.30%
" 104
51
& 127 149
L L L L U UL L B L BB B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8971: Benzene, 1-ethenyl-2-methyl-
117 15.20 15.40 15.60 15.80
m/z 162.00 37.81%
5000
91
39
27 ‘ 51 63 4 103
0 .}?,.h.Nr.ﬂh.mu.uﬂu.ﬂw.,ﬁ...u....,....,....,.. N A RE e S
m/z--> 20 40 60 80 100 120 140 160 180 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1I\BNA G\DATA\BG020618\
Data File : BG032587.D

Aca On : 7 Feb 2018 6:49

Operator : SJ/JU

Sample - J1455-07

Misc : MDL-W-8 ppm

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2-Propanone, 1-(3,5,5-trime... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.20 2.04 ng 28308 Acenaphthene-d10 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. 1-(3.5.5-trimethvl-_.. 178 C12H180 016695-73-1 64
2 6-tert-Butvl-2.4-dimethviphenol 178 C12H180 001879-09-0 64
3 1l.4-Benzenediamine. N4-_N4-dieth... 178 C11H18N2 000148-71-0 64
4 Benzoic acid. 4-(1-methvlethvD)-... 178 C11H1402 020185-55-1 64
5 4-l1sopropylphenylacetic acid 178 C11H1402 004476-28-2 59

Abundance Scan 2198 (16.202 min): BG032587.D (-2195) (-) m/z 163.05 100.00%
163
178
5000
133
41 53 67 79 91 105 119 145 10 15.80 16.00 16.20 16.40 16.60
0 m/z 178.10 57.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44091: 2-Propanone, 1-(3,5,5-trimethyl-2-cyclohexen-1-yli...
163
145
43
5000 178
15.80 16.00 16.20 16.40 16.60
91 105 130 m/z 133.10 29.01%
H A \ M \\ |
o/ \JH\ L \ ‘H uﬂ..,....u....
m/z--> 20 60 120 140 160 180
Abundance
163
15.80 16.00 16.20 16.40 16.60
5000 135 178 m/z 164.00 16.07%
o 15 27 41 53 65 77 91 105 123 145
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43957: 1,4-Benzenediamine, N4-,N4-diethyl-2-methyl-
163 15.80 16.00 16.20 16.40 16.60
m/z 135.10 14 .27%
178
5000
134
15 203 53 66 77 93 'P 10 | 8 | |
m/z--> 20 40 60 8 100 120 140 160 180 ' 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1I\BNA G\DATA\BG020618\
Data File : BG032587.D

Aca On : 7 Feb 2018 6:49

Operator : SJ/JU

Sample - J1455-07

Misc : MDL-W-8 ppm

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 7 1-Naphthalenecarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.68 16.58 ng 229532 Acenaphthene-d10 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 90
2 Cinnamic acid. .alpha...beta.-di... 176 C11H1202 1000151-56-4 70
3 4-Methoxv-7-methvlindan-1-one 176 C11H1202 103988-25-6 64
4 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 38
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 35

Abundance Scan 2279 (16.678 min): BG032587.D (-2273) (-) m/z 131.05 100.00%

1

5000
91
39 51 63 77 105 o3l 16.40 16.60 16.80 17.00
0 m/z 176.10 78.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131
158 176
5000 91
115 16.40 16.60 16.80 17.00
27 m/z 158.10 42 .12%
‘ 103 ‘ 147
»H»mw T
m/z--> 20 100 120 140 160 180 200 220
Abundance
176
115 16.40 16.60 16.80 17.00
5000 91 m/z 115.05 38.39%
51 130 158
27 39 o 78
103 143
Ol e il td e MLl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42341: 4-Methoxy-7-methylindan-1-one L e e
39 51 176 16.40 16.60 16.80 17.00
77 105 m/z 117.10 32.30%
133
63
5000 161
117
A, M) ue | |
- ‘ WWM A e L
m/z--> 20 100 120 140 160 180 200 220 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG020618\
Data File : BG032587.D

Acq On > 7 Feb 2018 6:49

Operator : SJ/JU

Sample - J1455-07

Misc : MDL-W-8 ppm

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG012918.M
Quant Title : 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]
Butane, 2-methoxy... 3.46 16.1 ng 83505 1 8.70 103785 20.0
unknown8 .22 8.22 64.8 ng 336325 1 8.70 103785 20.0
unknown15.50 15.50 2.3 ng 31810 3 15.34 276878 20.0
2-Propanone, 1-(3... 16.20 2.0 ng 28308 3 15.34 276878 20.0
1-Naphthalenecarb... 16.68 16.6 ng 229532 3 15.34 276878 20.0
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