LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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 4.639 225 230 235 rBV2 23575 40709 1.47% 0.333%
2 5.126 308 313 319 rBV2 22613 41809 1.51% 0.342%
3 5.596 385 393 406 rBV 193880 365310 13.22% 2.986%
4 7.182 657 663 674 rBV2 110509 240571 8.71% 1.967%
5 7.546 716 725 740 rVB 417998 755973 27 .36% 6.180%
6 8.011 796 804 810 rBV 103062 183216 6.63% 1.498%
7 8.334 851 859 870 rBV 392087 724375 26.22% 5.922%
8 9.174 995 1002 1020 rVB 315740 653850 23.67% 5.345%
9 9.368 1028 1035 1041 rVBS8 14253 30154 1.09% 0.247%
10 9.514 1053 1060 1068 rVB 166343 283719 10.27% 2.319%
11 9.785 1102 1106 1115 rVvB4 13628 28018 1.01% 0.229%
12 10.208 1173 1178 1183 rBV4 18020 33830 1.22% 0.277%
13 10.813 1274 1281 1294 rVB 118115 253618 9.18% 2.073%
14 10.965 1302 1307 1312 rvVvB2 19540 31806 1.15% 0.260%
15 11.923 1464 1470 1477 rVB8 13764 29276 1.06% 0.239%
16 13.256 1690 1697 1709 rBvV 917432 1500906 54.32% 12.270%
17 13.814 1785 1792 1800 rBv2 22914 49899 1.81% 0.408%
18 13.950 1809 1815 1822 rBvV3 32966 64488 2.33% 0.527%
19 14.190 1850 1856 1860 rBV4 28602 52989 1.92% 0.433%

20 14.631 1925 1931 1937 rBV2 222991 372988 13.50% 3.049%

21 14.696 1937 1942 1950 rVB 139465 239791 8.68% 1.960%

22 14.842 1961 1967 1974 rBV 13754 31634 1.14% 0.259%
23 15.030 1993 1999 2007 rVB 76144 131224 4._.75% 1.073%
24 15.677 2105 2109 2115 rVB2 36969 58792 2.13% 0.481%

25 16.123 2179 2185 2194 rBV 838515 1370235 49.59% 11.201%
26 16.646 2269 2274 2279 rBV 60566 102335 3.70% 0.837%
27 17.374 2393 2398 2405 rBV 323425 498620 18.05% 4_.076%
28 18.485 2582 2587 2592 rBV3 44935 79545 2.88% 0.650%
29 19.988 2837 2843 2849 rBV 2162816 2762872 100.00% 22.586%
30 21.639 3117 3124 3134 rBV2 360634 633181 22.92% 5.176%

31 24.823 3655 3666 3678 rBV2 187550 586979 21.25% 4._.798%

Sum of corrected areas: 12232712
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080818\
Data File : BG036222.D
Aca On : 9 Aug 2018 7:51
Operator : JU/SJ
Sample : J4328-01
Misc :
ALS Vial : 26 Sample Multiplier: 1
Quant Method : Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG071218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG036222.D
2000000
1500000
1000000
500000 7.55
8.33 017
5.60 7.18 8.01 9.51 10.81
o 464513 i i 9.3} 9.78 1021 i0.97 11.92
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG036222.D
19.99
2000000
1500000
1000000{13.26 16.12
500000
17.37 21.64
14.6;
1
1318199.19 |ha 5203 1568 16.65 18.48 }L
O T B B o L e e e A —-—————S
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: BG036222.D
2000000
1500000
1000000
500000
24.82
0 S R B T e e I  E L mA A R R R EEE
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 3200 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown4.64 Concentration Rank 5

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

4.64 4_.44 ng 40709 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dioxane. 2.6-dimethvl- 116 C6H1202 010138-17-7 32
2 Butane. 1.2.4-trimethoxv- 148 C7H1603 020637-48-3 12
3 Formic acid. 1-methvlpropvl ester 102 C5H1002 000589-40-2 12
4 2.3-Butanedione. dioxime 116 C4H8N202 000095-45-4 9
5 2-Methoxyisopropyl cyanoacetate 157 C7H11NO3 032804-79-8 9

Abundance Scan 230 (4.639 min): BG036222.D (-225) (-) m/z 45.15 100.00%
hg.1
5000
72.2 101.2 116.2
‘ ﬁl ” 86.0 | 4.40 4.60 4.80 5.00
0"w'“'w'“|'“'!J“l“'w'”'lm“w'“'w'“l'“'w'“l“' m/z 42.15 99.05%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #8137: 1,4- Dloxane, 2,6-dimethyl-
43.0
5000 59.0
220 4.40 4.60 4.80 5.00
29.0 116.0 m/z 41.25 38.19%
150 | | I‘ 870 1010
0'”I”'W'”'P'”I:'W'”'P”'P'”I”'W'”'P'“I”'W'”
m/z--> 10 20 50 60 90 100 110 120
Abundance #23082: Butane, 1,2,4 trlmethoxy
48.0
4.40 4.60 4.80 5.00
5000 m/z 43.15 33.27%
103.0
59.0 ‘ | 89.0 116.0
0'“l“'w'“'w'“ﬂﬂ'w'“”w'“l“'WH'w'“'w'”l“lw'“
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance #4338: Formic acid, 1- methylpropyl ester LR R R RS Ee S et
48.0 4.40 4.60 4.80 5.00
m/z 116.15 23.46%
5000
56.0
31.0 730
0 ”'I""P"MU"”ILH"I'“Mt""vk"l'§1?"'}??9'I'"'P" U I R L R
m/z--> 10 20 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown5.13 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.13 4.56 ng 41809 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 42
3 Silane. ethvldimethvl- 88 C4H12Si 000758-21-4 38
4 2-Nonanone. 9-hvdroxyv- 158 C9H1802 025368-56-3 28
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 25
Abundance Scan 314 (5.132 min): BG036222.D (-308) (-) m/z 43.15 100.00%

43.1
5000

480 500 520 5.40
Ol el m/z 59.15 67.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.80 5.00 5.20 5.40

0
150 1010 m/z 101.25 28.22%
e i e RS R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8367: n-Propyl t-butyl ether
59.0
AIIIIIIIIIIIIIIIIIIIIIII
4.80 5.00 5.20 5.40
5000 1010 m/z 58.15 21.71%
29.0
ol e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1999: Silane, ethyldimethyl-
59.0 4.80 5.00 5.20 5.40
m/z 41.15 9.16%
5000
87.0
31.0 ‘ ‘
Ol et el e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 1

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

7.55 82.52 ng 755973 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 726 (7.552 min): BG036222.D (-716) (-) m/z 132.15 100.00%
13p.2
5000 68.2 }\\
96.2 LA LA I R L
40.1 1153 7.20 7.40 7.60 7.80
0 S PSRN ES S | m/z 68.15 47.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AN LA I UL L
7.20 7.40 7.60 7.80
33.0 105.0 m/z 66.15 33.99%
51.0 70.0 86.0
0ﬁﬁﬁ7¢7l+rLAH4aﬁL+H+rerLﬁﬂTTTJ. LS B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80
5000 m/z 134.15 31.91%
Lo 30 P 7m0 1040
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T e T
57.0 132.0 7.20 7.40 7.60 7.80

m/z 69.15 21.84%

74.0
116.0
5000 98.0
0 1| P ! o \H“ “‘ L 158.0 189.0
LI L L L L L L L L L L B

[
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown9.37 Concentration Rank 8

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

9.37 3.29 ng 30154 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.11Theptane-2-carboxal... 138 C9H140 015780-37-7 32
2 3-Octanone 128 C8H160 000106-68-3 27
3 Bicvclol2.2.11heptane. 2-ethvl- 124 C9H16 002146-41-0 14
4 4.7-Methano-1H-indene. octahvdro- 136 C10H16 006004-38-2 14
5 1,2-Cyclohexanedione dioxime 142 C6H10N202 000492-99-9 14

Abundance Scan 1035 (9.368 min): BG036222.D (-1028) (-) m/z 43.15 100.00%
431
97.2
5000 wkﬂ
207.1 A SSASE RSN RN RARR
|||||1h1'1 | 45‘]3'4 9.00 920 940 9.60 9.80
0 L B e e o o m/z 71.15 92.51%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17645: Bicyclo[2.2.1]heptane-2-carboxaldehyde, 3-methyl-,...
71.0
5000
9.00 9.20 9.40 9.60 9.80
09.0 m/z 72.15 78.83%
0 LA L LA WL UL LN LA
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #12434: 3-Octanone
43.0
9.00 9.20 9.40 9.60 9.80
0
5000 99.0 m/z 67.15 67.51%
0 J'lw""i"t'l""I""I""I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #10709: Bicyclo[2.2.1]heptane, 2-ethyl-
67.0 9.00 9.20 9.40 9.60 9.80
m/z 97.15 64 .98%
5000
21# ‘ 124.0
0 w"#'! ”ILJ"I""I""I""I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 6 unknown9.51 Concentration Rank 3

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

9.51 22.37 ng 283719 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde. (3.3-dimethvlcvclo... 152 C10H160 026532-25-2 46
2 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 42
3 .alpha.-Campholenal 152 C10H160 004501-58-0 27
4 4-gthvl-2-hexvnal 124 C8H120 071932-97-3 22
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 20

Abundance Scan 1059 (9.509 min): BG036222.D (-1053) (-) m/z 108.25 100.00%
69.2 108.3
41.2 9.1
5000
e
9.20 9.40 9.60 9.80
o} m/z 69.15 95 .35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25316: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E)-
109.0
41.0
69.0 152.0
5000 81.0 950
137.0 9.20 9.40 9.60 9.80
53.0 m/z 109.15 91.74%
b L e
o..399“HW.HJJ”¢thmH|”L|ﬂ”ﬁ!n“m'L”wnhw”.h””rm”“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25272: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-
109.0
43.0
9.20 9.40 9.60 9.80
5000 67.0 m/z 95.10 74 .45%
137.0
55.0 81.0 152.0
N O =
0'W””I””P”L'“WA”PmJPJ“””JM”P”WL”EQQP“H'”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25110: .alpha.-Campholenal
108.0 9.20 9.40 9.60 9.80
m/z 41.20 69.12%
93.0
5000
41.0 67.0
27.0 55.0 81.0 152.0
0 ”,”..“.L\.”J“M”,Jﬂ.“.uq.”hw..whi...n‘.”}ﬁ%P ?ﬁ?ﬁ.”,l”.“ u=44¥#~w4%~4ﬂLﬁ4##=%%aﬁaﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown9.78 Concentration Rank 15

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

9.78 2.21 ng 28018 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-I3-Aminopropvl1-2I1HT-pvridone 152 C8H12N20 102675-58-1 47
2 1.2.3.17.2"7 .3"-Hexamethvl-bicvcl... 218 C16H26 051999-35-0 43
3 1.2.3-Trimethvl-cvclopent-2-enec... 138 C9H140 1000190-18-1 38
4 _alpha.-Campholenal 152 C10H160 004501-58-0 38
5 Phenol, 4-amino- 109 C6H7NO 000123-30-8 35

Abundance Scan 1105 (9.779 min): BG036222.D (-1102) (-) m/z 109.25 100.00%
109.3
5000
41.1 R LR L B B
I ” || 152.3 399.4 531.4 9.'40 9.'60 9.|80 10.'00 '
o | m/z 108.25 60.65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #25760: 1-[3-Aminopropyl]-2[1H]-pyridone
109.0
56.0
5000 AR RARRSRARRARARES
9.40 9.60 9.80 10.00
152.0 m/z 93.25 21.77%
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75982: 1,2,3,1',2',3-Hexamethyl-bicyclopentyl-2,2"-diene
109.0
U NALAE AR ARAR
9.40 9.60 9.80 10.00
5000 m/z 91.25 20.05%
67.0
02’4 { 218.0
m/z--> §0 160 1%0 200 250 360 3%0 460 4éo 560
Abundance #17640: 1,2,3-Trimethyl-cyclopent-2-enecarboxaldehyde
109.0 9.40 9.60 9.80 10.00
m/z 41.15 17 .46%
5000
67.0
27.
O'Lﬂﬂiﬂpl"'P"'P"W"'W"'W"”I"”I"”I"”
m/z--> 50 100 150 200 250 300 350 400 450 500 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 8 Benzene, (l1-methyl-1-propen... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.21 2.67 ng 33830 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 55
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 49
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 46
4 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 46
5 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 45
Abundance Scan 1178 (10.208 min): BG036222.D (-1173) (-) m/z 117.10 100.00%
117.1
5000
91.2
134.3
392 510 631 /72 103.3 ‘ | ||| 145.2 9.80 10.00 10.20 10.40 10.60
O ekt e b ol S Tnz 119,15 77.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.
132.0
5000
9.80 10.00 10.20 10.40 10.60
910 m/z 115.15  34.72%
270 39.0 510 ﬁon 1030 | |
0 S S —1 Y PO |II|| PP | PR P ”” it |||I| L —
miz--> SR S A
Abundance #14033: 3-Phenylbut-1-ene
117.0
9.80 10.00 10.20 10.40 10.60
5000 m/z 91.15 34.50%
91.0 132.0
203T)%0 %0770 ‘ 1050 || |
o) ...‘. SN R | YT .‘.‘.. ...l‘ S .‘... N | Y | A —
miz--> T % 40 50 60 70 85 90 100 110 120 130 140 1%
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117. 9.80 10.00 10.20 10.40 10.60
m/z 134.25 26.18%
132.0
5000 91.0
390 51.0
65.0 77.0
21.0 ‘ ‘ 103.0
0'”I“”I“”I””lm”lﬂ”l””l“”l“'IMMI”HI”“Im”I””I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 9 unknownl10.97 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.97 2.51 ng 31806 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.11Theptane. 2-butvl- 152 C11H20 061177-16-0 35
2 Cvclobutene. 1.2.3.4-tetramethvl- 110 C8H14 090346-45-5 30
3 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 30
4 4-Methvl-1.3-heptadiene 110 C8H14 017603-57-5 30
5 1,3-Hexadiene, 2,5-dimethyl- 110 C8H14 029253-64-3 30
Abundance Scan 1308 (10.971 min): BG036222.D (-1302) (-) m/z 108.15 100.00%
108.2
5000 55 1 81.3
152.2 2051 10.60 10.80 11.00 11.20
(o} m/z 95.15 76.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25443: Bicyclo[2.2.1]heptane, 2-butyl-
93.0
67.0
5000
10.60 10.80 11.00 11.20
41.0 m/z 81.25 42 .12%
124.0 152.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6025: Cyclobutene, 1,2,3,4-tetramethyl-
93.0
67.0 10.60 10.80 11.00 11.20
5000 41.0 m/z 67.15 39.16%
0'”P”'Pﬁﬂﬁ”w”'W””I””I””P'”P”'P”W'”W”'W“”I””P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5974: 5,5-Dimethyl-1,3-hexadiene
93.0 10.60 10.80 11.00 11.20
67.0 m/z 69.10 37.43%
5000
41.0
O}ﬁ?”'Pjﬁ'“4”'W“”I”“I””P'”P”'P”W'”W“'W””I””P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Benzene, (ethenylthio)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.31 ng 29276 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (ethenvlthio)- 136 C8HS8S 001822-73-7 55
2 Benzolblthiophene. 2.3-dihvdro- 136 C8HS8S 004565-32-6 43
3 Benzaldehvde. 3-methoxv- 136 C8H802 000591-31-1 43
4 Benzaldehvde. 4-methoxv- 136 C8H802 000123-11-5 43
5 3-Furonitrile, 2-amino-4,5-dimet... 136 C7H8N20 005117-88-4 43

Abundance Scan 1470 (11.923 min): BG036222.D (-1464) (-) m/z 136.15 100.00%

2

5000

i 206.7 11.60 11.80 12.00 12.20
I "m/z 135.15 98.20%

01 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16363: Benzene, (ethenylthio)-
135.0
5000 91.0
11.60 11.80 12.00 12.20
m/z 91.15 64.41%
27.0
01 R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16366: Benzo[b]thiophene, 2,3-dihydro-
135.0
11.60 11.80 12.00 12.20
5000 910 m/z 131.25 41.62%
39.0 @30
ol e bbbl 2080 M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16295: Benzaldehyde, 3-methoxy-
136.0 11.60 11.80 12.00 12.20
m/z 51.15 20.53%
5000
77.0 107.0
39.0
0 f%?...ﬂ..W??p”wh..u.“w..,”.‘,...w....,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 11 Naphthalene, 2,6-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.81 2.68 ng 49899 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 94
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 94
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 94
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 93
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93

Abundance Scan 1791 (13.809 min): BG036222.D (-1785) (-) m/z 156.15 100.00%
156.2
5000
115.1
391 /70 4116 | 13.40 13.60 13.80 14.00 14.20
o e m/z 141.25 55.83Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #28472: Naphthalene, 2,6-dimethyl-
156.0
5000
13.40 13.60 13.80 14.00 14.20
770 115.0 m/z 155.10 29.26%
0 : U DAY DALY AL SR S
m/z--> 50 100 150 200 250 300 350 400
Abundance #28501: Naphthalene, 1,6-dimethyl-
156.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 128.15 17.74%
115.0
o208 %0 1l
m/z--> 50 100 150 200 250 300 350 400
Abundance #28482: Naphthalene, 2,7-dimethyl-
156.0 13.40 13.60 13.80 14.00 14.20
m/z 115.10 17.71%
5000
45.0 770 115.0
0|||||i|‘||||“|L||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 14.20

8270-BG071218_.M Thu Aug 09 15:39:03 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 12 Naphthalene, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.46 ng 64488 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 95
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 95
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 95
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 94
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
Abundance Scan 1815 (13.950 min): BG036222.D (-1809) (-) m/z 156.15 100.00%
141.2 156.2
5000
115.2
128.2
391 , 631762 o ¢ | il 13.60 13.80 14.00 14.20
o koSl M MG 77 141,18 92.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0 156.0
5000
13.60 13.80 14.00 14.20
6.0 115055 9 m/z 155.15 38.86%
ol 26,0 390 630 ™7 89.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28488: Naphthalene, 2,6-dimethyl-
141.0 156.0
13.60 13.80 14.00 14.20
5000 m/z 115.15 30.21%
115.0128.0
63.0 77.0 '
0..,%?f1.”u,.f?,?..ﬂn...H..uNH....w..iof.ﬁ,.i.,”:$“...J...uht,.”.,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28482: Naphthalene, 2,7-dimethyl-
156.0 13.60 13.80 14.00 14.20
m/z 128.15 18.84%
5000
141.0
77.0
o 38.0 51.0 640 ' 101.0 115.0128.0 -
m/z--> 10 20 30 40 55 eb 70 80 90 100 110 120 130 140 150 160 170 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 13 Naphthalene, 2,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.84 ng 52989 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 78
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 74
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 64
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 64
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 60
Abundance Scan 1856 (14.190 min): BG036222.D (-1850) (-) m/z 141.15 100.00%
84.2 141.2 156 3
69.2
5000
115.2
411 128.3
97.0 172.1 13.80 14.00 14.20 14.40 14.60
o err+TT m/z 84.15 83.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28488: Naphthalene, 2,6-dimethyl-
141.0 156.0
5000
13.80 14.00 14.20 14.40 14.60
00 63.0 77.0 102;JT%230 m/z 156.25 83 .50%
15.0 : :
0 |'““'|""‘|”m"ht'ﬂwl""l
m/z--> 20 40 60 80 100 120 140 160
Abundance #28501: Naphthalene, 1,6-dimethyl-
156.0
141.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 69.15 54 .44%
115.0128.0
ol 280 400 690 850980 1 . b I
m/z--> 20 40 60 80 100 120 140 160
Abundance #28482: Naphthalene, 2, 7-dimethyl- A EEa s s
156.0 13.80 14.00 14.20 14.40 14.60
m/z 115.15 33.38%
5000
141.0
o 360 510 640 10 401011501280 |
m/z--> 20 40 60 80 100 120 140 160 ' 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 14 Benzenesulfonamide, 4-methy... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.65 4.10 ng 102335  Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzenesulfonamide. 4-methvi-N-p... 213 CLOHI5NO2S  001133-12-6 72

2 N-Phenethvl-p-toluenesulfonamide 275 C15H17NO2S 005450-75-9 64
3 Pvridine-2-carbonitrile. 3.5.6-t... 375 C13H8CI3N302S 255713-77-0 58
4 (29)-Glvycidvl tosvlate 228 C10H1204S 070987-78-9 53
5 Ethyl(E/Z)-.alpha.-cyano-4-nitro... 416 C19H16N207S 1000287-26-8 53

Abundance Scan 2275 (16.652 min): BG036222.D (-2269) (-) m/z 91.10 100.00%
91.1
155.2
5000 184.2
e e Y
63|12 120.2 3713 16.40 16.60 16.80 17.00
ool b A TTF m/z 155.15  75.90%
m/z--> 50 100 150 200 250 300 350
Abundance #71725: Benzenesulfonamide, 4-methyl-N-propy!-
91.0 155.0
184.0
5000
16.40 16.60 16.80 17.00
m/z 184.15 49 _72%
213.0
r—rtr -Vttt
m/z--> 50 100 150 200 250 300 350
Abundance #123402: N-Phenethyl-p-toluenesulfonamide
91.0 155.0184.0
16.40 16.60 16.80 17.00
5000 m/z 65.10 28.15%
0 39.0 ‘ ] 119.0 ‘ 27?.0
i —
m/z--> 50 100 150 200 250 300 350
Abundance #199668: Pyridine-2-carbonitrile, 3,5,6-trichloro-4-(4-met...
91.0 155.0 16.40 16.60 16.80 17.00
m/z 92.15 13.24%
5000
39.0
ob b .y 1280 | 193.0221.0 276.0 310.0 341.0 375.0
— et
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00

8270-BG071218.M Thu Aug 09 15:39:05 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036222.D

Aca On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample : J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 15 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.48 3.19 ng 79545 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 94
2 Fenoxon sulfoxide 278 C10H1505PS 006552-13-2 81
3 2.2-Bisl4"-cvanooxvphenvllpropane 278 C17H14N202 1000322-13-3 53
4 3-Phenvl-2.9-dioxa-4-aza-fluoren... 263 C16H9NO3 067138-57-2 50
5 2-(4-Methoxy-phenyl)-1H-1,3a,8-t... 263 C16H13N30 036289-23-3 49
Abundance Scan 2586 (18.479 min): BG036222.D (-2582) (-) m/z 263.25 100.00%
263.3
5000
573 Lol pr
| 772 1052150, 185.3 2192 18.20 18.40 18.60 18.80
Obrrr s I"'| il '.'.',":l. A gt g g ,l.'". \ "li" A b m/z 57.25 28.61%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126025: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
268.0
5000
18.20 18.40 18.60 18.80
57.0 147.0 m/z 278.35 24 .35%
1359 | 910 1150 | 1850 2190 .
m/z--> 40 60 80 160 150 150 160 180 200 220 250 260 280
Abundance #125282: Fenoxon sulfoxide
268.0
109.0 18.20 18.40 18.60 18.80
5000 m/z 264.25 20.08%
IR S Y e '1'216' Py 'z'oc')' 20 '2'216' 0 290,
Abundance #125959: 2,2-Bis[4'-cyanooxyphenyl]propane
268.0 18.20 18.40 18.60 18.80
m/z 147.15 16.83%
5000

2.0 760 1020 144.0

191 0 221 0

e R NN | N

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080818\
Data File : BG036222.D

Acq On > 9 Aug 2018 7:51

Operator : JU/SJ

Sample - J4328-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
unknown4 .64 4.64 4.4 ng 40709 1 8.01 183216 20.0
unknown5.13 5.13 4.6 ng 41809 1 8.01 183216 20.0
unknown? .55 7.55 82.5 ng 755973 1 8.01 183216 20.0
unknown9 .37 9.37 3.3 ng 30154 1 8.01 183216 20.0
unknown9 .51 9.51 22.4 ng 283719 2 10.81 253618 20.0
unknown9.78 9.78 2.2 ng 28018 2 10.81 253618 20.0
Benzene, (1-methy... 10.21 2.7 ng 33830 2 10.81 253618 20.0
unknown10.97 10.97 2.5 ng 31806 2 10.81 253618 20.0
Benzene, (ethenyl... 11.92 2.3 ng 29276 2 10.81 253618 20.0
Naphthalene, 2,6-... 13.81 2.7 ng 49899 3 14.63 372988 20.0
Naphthalene, 2,3-... 13.95 3.5 ng 64488 3 14.63 372988 20.0
Naphthalene, 2,7-... 14.19 2.8 ng 52989 3 14.63 372988 20.0
Benzenesulfonamid... 16.65 4.1 ng 102335 4 17.37 498620 20.0
3,5-di-tert-Butyl... 18.48 3.2 ng 79545 4 17.37 498620 20.0
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