LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033487.D

Aca On : 2 Apr 2018 15:01

Operator : SJ/JU

Sample = J2103-09

Misc :

ALS Vial : 10 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-BG031918.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 3.481 26 33 43 rBV 138376 272358 8.66% 1.763%
2 3.570 43 48 55 rvB 80789 123375 3.93% 0.799%
3 6.290 505 511 523 rBV 167368 373062 11.87% 2.415%
4 7.982 792 799 814 rBV2 89187 255891 8.14% 1.657%
5 8.376 858 866 887 rBV 392535 884754 28.15% 5.728%
6 8.863 942 949 965 rBV2 83338 207779 6.61% 1.345%
7 9.192 996 1005 1024 rBV 418669 887465 28.23% 5.746%
8 10.062 1143 1153 1175 rBV 326952 783557 24.93% 5.073%
9 11.742 1432 1439 1450 rBV 150259 328455 10.45% 2.126%
10 14.104 1834 1841 1853 rBVY 1255842 2191858 69.73% 14.190%
11 14.897 1971 1976 1981 rBvV2 98242 152172 4.84% 0.985%
12 14.962 1981 1987 1991 rVve6 40811 65847 2.09% 0.426%
13 15.209 2025 2029 2034 rVB7 45063 62811 2.00% 0.407%

14 15.303 2040 2045 2050 rVB4 82256 132857 4.23% 0.860%
15 15.479 2065 2075 2082 rBv4 320959 701493 22.32% 4.542%

16 15.914 2146 2149 2153 rBV3 39896 52028 1.66% 0.337%
17 16.249 2201 2206 2211 rVB3 144776 231108 7.35% 1.496%
18 16.954 2320 2326 2333 rBV 1099693 1867185 59.40% 12.088%
19 17.124 2351 2355 2358 rBvV2 140170 183333 5.83% 1.187%
20 18.211 2536 2540 2551 rVB2 411695 737123 23.45% 4.772%

21 20.732 2964 2969 2976 rVB 2336445 3143218 100.00% 20.349%
22 22.066 3193 3196 3205 rVB3 85790 165222 5.26% 1.070%

23 22.553 3273 3279 3289 rVB2 418188 813721 25.89%% 5.268%
24 26.319 3909 3920 3939 rVB2 241250 829574 26.39% 5.371%

Sum of corrected areas: 15446246
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033487.D

Aca On : 2 Apr 2018 15:01

Operator : SJ/JU

Sample = J2103-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG033487.D

2500000
2000000
1500000
1000000

500000 8.38 9.19 10.06

3487 6.29 7.98 8.86 11.74
04
Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033487.D
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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: BG033487.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033487.D

Aca On : 2 Apr 2018 15:01

Operator : SJ/JU

Sample = J2103-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 11.88 ng 123375 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 48 (3.570 min): BG033487.D (-43) (-) m/z 73.00 100.00%
3
5000 43
l| o e 3H0 363K 4k
o e e e e T m/z 42.95 37.86%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LA TR N N
43 340 360 3.80 4.00

m/z 55.05 26 .50%

o | o
T
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
73

340 360 3.80 4.00

5000 m/z 87.00 24.50%
43
15
oA e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #734: N-Ethylformamide A
30 3.40 360 3.80 4.00
73 m/z 45.00 10.43%
5000
o} — l,...w....,....,....,....,..”,....,....,..
miz--> 0 50 100 150 200 250 300 350 400 450 3.40 360 3.80 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033487.D

Aca On : 2 Apr 2018 15:01

Operator : SJ/JU

Sample = J2103-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 3 unknown8.38 Concentration Rank 2

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

8.38 85.16 ng 884754 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 867 (8.382 min): BG033487.D (-858) (-) m/z 132.00 100.00%
32
5000 68 /\\\»
0 54 ‘ 75 % 8.00 8.20 8.40 8.60 880
48 62 103 : : : : :
0....,...II'!...,!!..,:!'.'J,..'.'.,.E?S..,..I'.,.'!..lll.l...,....,"...,.. m/z 68.00 48.94%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 AR RS LR
69 8.00 820 840 8.60 8.80
a9 57 m/z 66.00 32.83%
I ‘ 89 97103 ‘
0:||||||||ml‘||‘|‘|‘|‘|=||‘|‘||||||‘|l|||||‘||||‘|||‘l‘||||1|1|5||||||| A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 ARERINAEAL SRR AR
104 8.00 820 840 8.60 8.80
5000 m/z 134.00 31.51%
78
31 35 ,, 51
e R RS RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene B Rmas s R R
132 8.00 820 840 8.60 8.80
m/z 69.10 20.63%
5000
63 81
3137 4450 57 | g9 75 | 88 g4 101 112 | A
mz> %0 4 s G 70 80 8 100 1o 1 10 1 | abo 650 8o abo 6k
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033487.D

Aca On : 2 Apr 2018 15:01

Operator : SJ/JU

Sample = J2103-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 5 unknownl15.30 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.30 3.79 ng 132857 Acenaphthene-d10 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-t-Butvl-oct-6-en-1-ol 184 C12H240 1000185-34-1 27
2 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 25
3 2(1H)-Naphthalenone. octahvdro-1... 194 C13H220 000775-54-2 25
4 Cvclohexane. 1.3-dimethvl-2-meth... 124 C9H16 019781-47-6 25
5 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 22
Abundance Scan 2045 (15.303 min): BG033487.D (-2040) (-) m/z 193.10 100.00%
41 193
81
55 g7 g7 109
5000 123
208 15.00 15.20 15.40 15.60
o} m/z 41.00 83.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48751: 3-t-Butyl-oct-6-en-1-ol
57
5000 41 L UL S B B
%8 110 mmmmmmmm
29 ‘ m/z 81.00 66.76%
123
0l .‘.“. I\I\‘I i IHI\I .‘.”. "I l‘. u‘\ I I Loy '1'3I8']'-5'1' |1.6.6. e
m/z--> 20 40 60 80 120 140 160 180 200
Abundance
109
67 AR BRI SR IR A
15.00 15.20 15.40 15.60
5000 43 m/z 55.00 57.92%
55 81 o 137
119 152
L S L S L L UL L BRI WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56427: 2(1H)-Naphthalenone, octahydro-1,1,4a-trimethyl-, ... R e R B
4 15.00 15.20 15.40 15.60
108 m/z 109.00 57 .60%
83
% 67 104
5000 95 137
‘ | \\‘ \‘W | her 179
R o e R B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033487.D

Aca On : 2 Apr 2018 15:01

Operator : SJ/JU

Sample = J2103-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 6 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.25 6.59 ng 231108 Acenaphthene-d10 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_.1Tundeca-3... 222 C13H1803 070412-52-1 58
2 2(1H)-Naphthalenone. octahvdro-4... 222 C15H260 055332-04-2 43
3 Propanamide. N-(3-methoxvphenvl)... 207 C12H17NO2 056619-93-3 43
4 (Phenvlthio)acetic acid. cvclobu... 222 C12H1402S 1000299-95-5 38
5 photocitral A 152 C10H160 055253-28-6 38

Abundance Scan 2206 (16.249 min): BG033487.D (-2201) (-) m/z 123.05 100.00%
123
55 o1
5000 07
149 16100 1620 1640 16.60
177 16.00 16.20 16.40 16.60
0 32 413 m/z 55.00 56.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #79089: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-one, 1,...
123
43
5000 179 R UM SRR BN SUR
29 16.00 16.20 16.40 16.60
o m/z 41.00 53.43%
0:“: ‘.\l”.“.“.“.‘““l‘k |‘|}:!-4‘.|‘7|‘“|l||||‘|||||||||| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
41
110 " 16.00 16.20 16.40 16.60
5000 69 m/z 69.00 52.73%
153 180 207
133
L L (UL UL WL WL L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #66870: Propanamide, N—(3—methoxypheny|)—2,2—dim8thy|— LI N I L I
57 16.00 16.20 16.40 16.60
m/z 57.00 50.48%
5000
123 207
94
0= "|""l|'J'}?g"'l"" U DR DU WA R UM SRR B SUR
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033487.D

Aca On : 2 Apr 2018 15:01

Operator : SJ/JU

Sample = J2103-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 7 Decane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.12 4.97 ng 183333 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 76
2 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 72
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
4 Decane. 3-methvl- 156 C11H24 013151-34-3 62
5 Heptacosane 380 C27H56 000593-49-7 59

Abundance Scan 2354 (17.118 min): BG033487.D (-2351) (-) m/z 57.05 100.00%

5000

16.80 17.00 17.20 17.40
m/z 71.00 67.46%

134150166 183200215 238
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

0!

Abundance #28432: Decane, 2-methyl-
43

5000 71 G
16.80 17.00 17.20 17.40

m/z 43.05 50.56%

2 h 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R R e B
16.80 17.00 17.20 17.40
5000 m/z 55.00 23.54%
41 85
183
. 113 141 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129511: Hexadecane, 2,6,10,14-tetramethyl- R e R Rmma R
57 16.80 17.00 17.20 17.40
m/z 56.05 21.40%
5000 4
85
113
169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.80 17. 00 17. 20 17.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033487.D

Aca On : 2 Apr 2018 15:01

Operator : SJ/JU

Sample = J2103-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 8 1-Tetradecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.07 4.06 ng 165222 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 87
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 83
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 78
4 1-Docosene 308 C22H44 001599-67-3 64
5 1-Octadecene 252 C18H36 000112-88-9 60
Abundance Scan 3197 (22.071 min): BG033487.D (-3193) (-) m/z 55.00 100.00%
55 83
5000
125 UL AR SR SR B
152 180 207 245 570 295317 342 21.80 22.00 22.20 22.40
ob——Ly m/z 43.05 88.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58272: 1-Tetradecene
43
5000 R AR AR
mmnmnmnm
m m/z 83.00 87.23%
0,15\,;\“ Ll ‘ h “1401681.9,6....,....,....,....,....
m/z--> 50 200 250 300 350 400
Abundance
55
o 21,80 22,00 22,20 22.40
5000 m/z 57.00 74 _.17%
29 111
o 139 168 195 224 252
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #104187: 9-Octadecene, (E)- L L AL LSRN LR
55 21.80 22.00 22.20 22.40
83 m/z 97.05  70.20%
5000
29
111
o e J 1139 168 196 224 252
m/z--> % 1& ﬁo ﬁ 250 %o ﬁ)4& mmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG040218\
Data File : BG033487.D

Acq On : 2 Apr 2018 15:01

Operator : SJ/JU

Sample - J2103-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.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... 3.57 11.9 ng 123375 1 8.86 207779 20.0
unknown8 .38 8.38 85.2 ng 884754 1 8.86 207779 20.0
unknown15.30 15.30 3.8 ng 132857 3 15.48 701493 20.0
2,11-Dioxabicyclo... 16.25 6.6 ng 231108 3 15.48 701493 20.0
Decane, 2-methyl- 17.12 5.0 ng 183333 4 18.21 737123 20.0
1-Tetradecene 22.07 4.1 ng 165222 5 22.55 813721 20.0
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