LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031342.D

Aca On : 2 Dec 2017 7:00

Operator : SJ/JU

Sample : 16653-09

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:\HPCHEM1I\BNA G\METHODS\8270-BG111017.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 5.689 401 408 415 rBV 482881 847115 13.73% 3.361%
2 6.123 475 482 495 rVB 49571 92595 1.50% 0.367%
3 7.293 671 681 698 rBV 299023 616650 9.99% 2.447%
4 7.510 713 718 724 rBV 39417 66190 1.07% 0.263%
5 7.663 735 744 758 rBV 908382 1671008 27.08% 6.630%

8.127 813 823 832 rBV 201778 358790 5.81% 1.424%
8.239 836 842 851 rVB 97662 161858 2.62% 0.642%
8.450 870 878 893 rVvB 885493 1621884 26.28% 6.436%
641920 1280821 20.76% 5.082%
10.941 1295 1302 1307 rBV 273591 523195 8.48% 2.076%
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11 10.994 1307 1311 1317 rVB 87998 167234 2.71% 0.664%
12 13.374 1709 1716 1728 rBV 2209882 3508361 56.85% 13.921%
13 13.932 1803 1811 1817 rBV 59812 109148 1.77% 0.433%
14 14.749 1943 1950 1962 rVvB2 500522 840326 13.62% 3.334%
15 16.235 2196 2203 2219 rBV 1814287 2903510 47.05% 11.521%

16 16.429 2231 2236 2245 rBV3 28928 64958 1.05% 0.258%
17 17.492 2410 2417 2432 rBV2 727658 1175547 19.05% 4 _.665%
18 18.356 2559 2564 2572 rBV3 52715 100860 1.63% 0.400%
19 19.619 2775 2779 2793 rBV2 70180 144785 2.35% 0.574%
20 20.084 2851 2858 2870 rBV 4632134 6171083 100.00% 24.486%

21 21.764 3137 3144 3152 rBV 821196 1408769 22.83% 5.590%
22 25.060 3693 3705 3717 rBV2 454593 1367301 22.16% 5.425%

Sum of corrected areas: 25201988
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG120117\
Data File : BG031342.D

Aca On - 2 Dec 2017 7:-00

Operator : SJ/JU

Sample : 16653-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG031342.D
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20.08

4000000

3000000

13.37
2000000 16.24

1000000 17.49 21.76
14.75

13.93 j\ 6.43 18.36 19.62

[0 o o o o B I o LA B s o o e B UL B e e e B B

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: BG031342.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031342.D

Aca On : 2 Dec 2017 7:00

Operator : SJ/JU

Sample : 16653-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Benzene, 1,3-dimethyl- Concentration Rank 4

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

6.12 5.16 ng 92595 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 o-Xvlene 106 C8H10 000095-47-6 97
3 p-Xvlene 106 C8H10 000106-42-3 95
4 Ethvlbenzene 106 C8H10 000100-41-4 83
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 83

Abundance Scan 481 (6.118 min): BG031342.D (-475) (-) m/z 91.00 100.00%
il
5000 106
e b
39 51 65 77 5.80 6.00 6.20 6.40
o..,....,....,....|,~....;|:~..5.8,~.'.'..,...'!',.8.4..~,!..9?,.':|.-.,... m/z 106.00 41.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5102: Benzene, 1,3-dimethyl-
91
5000 106 AN SAREE SN SN AR
5.80 6.00 6.20 6.40
0
. a9 51 . 77 ‘ m/z 105.10 18.48%
0..,....,....,...a‘,.‘.‘?.i‘l‘.??,a‘.‘..,...‘l‘,.??.,l..g.8,...‘.,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91
580 6.00 620 640
5000 106 m/z 51.00 11.72%
51 7
0 15 27 3 45 & 85 98
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5081: p-Xylene
il 5.80 6.00 6.20 6.40
m/z 39.10 10.24%
5000 106
39 51 77
o 21 a5 [ 57 & | 85 | 8 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031342.D

Aca On : 2 Dec 2017 7:00

Operator : SJ/JU

Sample : 16653-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Benzene, l-ethyl-2-methyl- Concentration Rank 5

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

7.51 3.69 ng 66190 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 718 (7.510 min): BG031342.D (-713) (-) m/z 105.05 100.00%
105
5000
120
39 51 oo 65 11 o gﬁ 720 7.40 7.60 7.80
L SEMSESEUENESESENSSNMEEN UM RRSUPM NSMISSUU | M. A0 MBS | RSBV AR m/z 120.10 33.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 7.20 7.40 7.60 7.80
o m/z 91.00 13.66%
o5 2 3 sigges T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
7.20 7.40 7.60 7.80
5000 m/z 77.00 13.58%
120
39 77 91
O S8 T e e | 3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-

7.20 7.40 7.60 7.80
m/z 79.00 12.39%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031342.D

Aca On : 2 Dec 2017 7:00

Operator : SJ/JU

Sample : 16653-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.66 93.15 ng 1671010 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9
Abundance Scan 744 (7.663 min): BG031342.D (-735) (-) m/z 132.00 100.00%

132
5000 68

96 rrrTrrTTTT T T T T T T T T
40 54 | 7.40 7.60 7.80 8.00
Ob el et --|.'.,5?5..!,1.°.7..,.. R —] 2 S m/z 68.00 38.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104

5000 e
7.40 7.60 7.80 8.00

m/z 134.00 33.92%

31

0 ‘H\\ H 1l ‘ ‘ 1
|----|----|----|----|----|-- LI L L B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
132

7.40 7.60 7.80 8.00

5000 m/z 66.00 24 .35%
33 44 o 105
56 86
O A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- Eamamms R
132 7.40 760 780 800

m/z 69.10 15.63%

117
5000
39 51 o
2 TS es | s |
B S UL SR WAL BN WL I WL WL B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031342.D

Aca On : 2 Dec 2017 7:00

Operator : SJ/JU

Sample : 16653-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Mesitylene Concentration Rank 3

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

8.24 9.02 ng 161858 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 842 (8.239 min): BG031342.D (-836) (-) m/z 105.10 100.00%
105
5000 120
77
39 51 65 91 8.00 820 8.40 8.60
Ol i e et 8l 9T Ll Tmzz 120.10 0 41.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
120
5000 /\" AR SR
8.00 8.20 8.40 8.60
m/z 77.00 12 .46%
27 39 Sslgges 1 9L ‘
AR A RS AEARA ARas Reana RASa Anans RARE RERAS ARSI RARSSRAREY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 8.00 8.20 8.40 8.60
5000 m/z 119.10 10.53%
o 15 27 39 5l sg 65 Toagy
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 i A
Abundance #9424: Benzene, 1-ethyl-4-methyl- R STILY RLUSS A VA S
105 8.00 8.20 8.40 8.60

m/z 79.00 9.62%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031342.D

Aca On : 2 Dec 2017 7:00

Operator : SJ/JU

Sample : 16653-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.60 ng 109148 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 86
2 7-Methvlindan-1-one 146 C10H100 039627-61-7 72
3 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 64
4 1H-Imidazole. 4.5-dihvdro-2-phenvl- 146 C9H10N2 000936-49-2 64
5 Benzene, l-pentenyl- 146 C11H14 000826-18-6 64
Abundance Scan 1811 (13.932 min): BG031342.D (-1803) (-) m/z 117.00 100.00%

39 51 63 77 131 | 156 170 13.60 13.80 14.00 14.20
ol M| LA m/z 146.10 85.68%

m/z--> 20 40 60 80 100 120 140 160
Abundance #8951: Indane
117
5000

13.60 13.80 14.00 14.20
m/z 118.10  46.50%

117 146
5000
% 103

91
39 63
ol ts 2 T s
m/z--> 20 40 60 80 100 120 140 160
Abundance
117 146
13.60 13.80 14.00 14.20
5000 m/z 115.00 35.25%
91
39 77 103
51 63 131
ol el W
m/z--> 20 40 60 80 100 120 140 160
Abundance #21685: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146 13.60 13.80 14.00 14.20
m/z 145.10 23.36%
118
5000 131
91
7 39 51 65 77 ‘ 105 ‘ ‘
o S W YR A O —
m/z--> 20 40 60 80 100 120 140 160 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031342.D

Aca On : 2 Dec 2017 7:00

Operator : SJ/JU

Sample : 16653-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.62 2.46 ng 144785 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 81
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2779 (19.619 min): BG031342.D (-2775) (-) m/z 73.00 100.00%
43 60 7B
5000 129 241
"' 10.40 1960 19.80 20.00
0 m/z 43.00 91.46%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 60 73
5000 129 e e IR m
mmmmmmmm
m/z 59.95 83.99Y%
143157171
0 - | H: I\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 6073
19.40 19.60 19.80 20.00
5000 129 m/z 55.00 76.22%
97 115 1571711g5 213 256
o 143 199 | 227941
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid S ABAEEREE s
73 19.40 19.60 19.80 20.00
60 m/z 57.10 75.17%
s000] 4 129
185
0..|....|.. \MHH}H \‘ \”‘”:ILIS\7”‘” ...1.9‘9.... T R ARRER T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19. 80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120117\
Data File : BG031342.D

Acq On : 2 Dec 2017 7:-00

Operator : SJ/JU

Sample - 16653-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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]
Benzene, 1,3-dime... 6.12 5.2 ng 92595 1 8.13 358790 20.0
Benzene, l-ethyl-_.. 7.51 3.7 ng 66190 1 8.13 358790 20.0
unknown? .66 7.66 93.2 ng 1671010 1 8.13 358790 20.0
Mesitylene 8.24 9.0 ng 161858 1 8.13 358790 20.0
Indane 13.93 2.6 ng 109148 3 14.75 840326 20.0
Octadecanoic acid 19.62 2.5 ng 144785 4 17.49 1175550 20.0
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