LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110417\

Data File : BF100174.D

Aca On : 4 Nov 2017 13:21 Instrument :
Operator : SJ/JU BNA_F

Sample - 16296-01 ClientSampleld :
Misc - SV2-1854L

ALS Vial : 5 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 F\METHODS\8270-BF102317.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 4.963 486 489 505 rBV 58153 102922 5.66% 0.906%
2 5.387 558 561 587 rBV 542360 936227 51.51% 8.244%
3 6.422 734 737 751 rBV 371821 586558 32.27% 5.165%
4 6.540 754 757 763 rBVY 1551749 1557120 85.67% 13.711%
5 6.763 792 795 803 rBV 466566 423091 23.28% 3.725%
6 6.916 818 821 832 rBVY 1521352 1429435 78.64% 12.587%
7 7.063 843 846 848 rBV 58864 45798 2.52% 0.403%
8 7.339 889 893 904 rBVY 1075878 1042557 57.36% 9.180%
9 8.016 1005 1008 1010 rBV 66108 60473 3.33% 0.532%
10 8.045 1010 1013 1018 rVvVv 600998 527203 29.00% 4.642%
11 8.539 1095 1097 1100 rBV 66607 62154 3.42% 0.547%
12 8.622 1108 1111 1113 rVB 100517 70995 3.91% 0.625%
13 8.716 1123 1127 1133 rVB4 47437 75025 4.13% 0.661%
14 8.775 1133 1137 1140 rBv4 70581 93765 5.16% 0.826%

15 8.863 1149 1152 1157 rBvV4 59294 104056 5.72% 0.916%

16 8.963 1166 1169 1171 rBV 193466 144237 7.94% 1.270%
17 8.998 1171 1175 1177 rBV 144521 148740 8.18% 1.310%
18 9.022 1177 1179 1181 rVB2 88922 59657 3.28% 0.525%
19 9.051 1181 1184 1186 rBV2 53676 57451 3.16% 0.506%
20 9.116 1192 1195 1199 rVB 2098333 1817648 100.00% 16.005%

21 9.175 1202 1205 1210 rBV2 436889 536214 29.50% 4.721%
22 9.228 1212 1214 1216 rBV3 69487 60869 3.35% 0.536%
23 9.292 1222 1225 1228 rVB2 114962 123694 6.81% 1.089%
24 9.386 1238 1241 1244 rBV 102420 141987 7.81% 1.250%
25 9.457 1251 1253 1256 rVB 79488 68547 3.77% 0.604%

26 9.492 1256 1259 1262 rBV 597340 536035 29.49% 4._.720%
27 9.545 1266 1268 1273 rVvB2 117297 150954 8.30% 1.329%

28 9.651 1283 1286 1288 rBV2 132766 169131 9.30% 1.489%
29 9.698 1291 1294 1295 rBV 212273 224336 12.34% 1.975%

Sum of corrected areas: 11356879
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110417\

BF100174.D

4 Nov 2017 13:21

SJ/Ju

16296-01

5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF100174.D

5.39

4.96

0
Time-->

5.00

5.50

Abundance

4000000

3000000

2000000

1000000

8.002
0

8.05

TIC: BF100174.D

T
Time--> 8.00

10.50 11.00 11.50

12.00

12.50 13.00

13.50

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF100174.D

Time-->

14.00

16.50 17.00

15.50 16.00

14.50 15.00

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16

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

4.96 4.87 ng 102922 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol 102 C6H140 000623-37-0 25
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 488 (4.957 min): BF100174.D (-486) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
83.0 460 4.80 5.00 5.20
0 m/z 59.10 62.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R A RS LR
460 4.80 5.00 5.20
59.0 m/z 101.00 23.60%
27.0 ‘ 71.0 83.0 10:‘[ 0
O B B o T S
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
460 480 500 520
5000 310 43.0 73.0 m/z 58.00 14.61%
0 85.0 101.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- R e RERR B
59.0 460 480 500 520

m/z 41.10 9.33%

5000
43.0
I |l 710 830 950 123.0  141.0 159.0
O e e T T T T e e e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.54 Concentration Rank 1

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

6.54 73.61 ng 1557120 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 757 (6.540 min): BF100174.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PUSSRNEASENENSREENAA
400 540 6.20 6.40 6.60 6.80
o....,....;-:...,.:..,.:I.',..7.55,1....,..!.,.1??.?....,....,'...,.. m/z 68.10 33.64%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USSR AR SRR R
6.20 6.40 6.60 6.80
210 510 m/z 134.00 32.42%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.10 19.55%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.33%
5000
51.0 770 104.0
S o NN 1 M~ N N B PO | G
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Tetratetracontane Concentration Rank 20

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

8.62 2.69 ng 70995 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80

Abundance Scan 1111 (8.622 min): BF100174.D (-1108) (-) m/z 57.10 100.00%
57.1
5000
L 116a1 850 540 550 830 900
(o} m/z 43.10 75.02%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 U RS SRS R

8.20 8.40 8.60 8.80 9.00
m/z 71.05 59.08%

0 | “‘\H]ﬁ* 0169.0 225.0 281.0 337.0 393.0 4630 5610 615.0
BEERE T T T T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R R R s e )
8.20 8.40 8.60 8.80 9.00
5000 m/z 85.10 38.33%
113.0 198.0
Olmrm 7 P17 7 P P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48833: Tridecane
7.0 8.20 8.40 8.60 8.80 9.00
m/z 41.00 32.91%
5000
113.0 184.0
- AR EE B RS maame SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown8.72 Concentration Rank 19

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

8.72 2.85 ng 75025 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-aminocarbonvl-. ... 179 C9H9NO3 006757-31-9 10
2 Pvridol3.2-dlpvrimidine-2.4(1H.3... 177 C8H7N302 002499-96-9 10
3 Pvrollidine. 2.5-bis(imino)- 97 C4H7N3 000503-84-4 10
4 Spirol4.41nonane-1.6-dione 152 C9H1202 027723-43-9 10
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 10

Abundance Scan 1128 (8.722 min): BF100174.D (-1123) (-) m/z 177.05 100.00%
177.1
71.1 107.1
5000 163.1
41.1 91.0 121.1
56.0 149.1
136.1 | | | 8.40 8.60 8.80 9.00
o A m/z 179.20  87.49%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45081: Benzoic acid, 4-aminocarbonyl-, methyl ester
163.0 1790
5000 148.0 LR AR AR LR RARRE
103.0 8.40 8.60 8.80 9.00
' 135.0 m/z 71.10 64.83%
50,0 65.0 ‘ 120.0 ‘
NI A Y U W R N N
miz--> 20 40 60 80 100 120 140 160 180
Abundance
177.0
‘840 8.60 8.80 9.00
5000 134.0 m/z 107.10 63.24%
106.0
52.0 79.0
39.0
L S L L WL WL B L WL B
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2951: Pyrollidine, 2,5—bis(imino)— TT [T T T T [ TT T T[T T T T[T
97.0 8.40 8.60 8.80 9.00
m/z 163.05 47 .76%
5000
Zo | ‘\
-ttt
m/z--> 2'0 4'0 6|O 8|O 1c')0 12'0 14'10 1('30 15';0 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown8.77 Concentration Rank 18

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

8.77 3.56 ng 93765 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(Vinvlthio)thiophene 142 C6H6S2 1000249-93-3 14
2 2H-1-Benzopvran. 3.4.4a.5.6.8a-h... 194 C13H220 041678-32-4 14
3 Imidazole. 2-trimethoxvmethvl- 172 C7H12N203 070631-96-8 12
4 Imidazololl.2-alpvrimidine-2.5(1... 179 C8H9N302 053854-19-6 12
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 11

Abundance Scan 1136 (8.769 min): BF100174.D (-1133) (-) m/z 142.10 100.00%
14p.1
5000 179.2
41 97.1 1151
' 831 8.40 860 8.80 9.00 9.20
0 m/z 141.10 86.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19459: 3-(Vinylthio)thiophene
97.0 142.0
45.0
71.0
5000
8.40 860 8.80 9.00 9.20
27.0 116.0 m/z 179.15 43 .53%
Oulu“... \H\“‘ \‘H ‘H\ ‘.l“l..‘.‘.|.‘...|‘l...|....|....|.
m/z--> 20 0 80 100 120 140 160 180 200
Abundance
179.0
540 850 880 500 970
5000 m/z 57.10 32.71%
430 690
29.0 107.0
o 910 121.0137.0 161.0 194.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #40035: Imidazole, 2-trimethoxymethyl-
68.0 109.0 141.0 8.40 860 8.80 9.00 9.20
m/z 97.10 28.42%
5000 %01 1260
540 ‘ ‘ 172.0
Ouluuuul“‘...“.h..‘..|M‘...Ul‘....|.“...H....|...‘.|....|.
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 17

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

8.86 3.95 ng 104056 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanonaphthalene. 1.4-dihyvy... 142 C11H10 004453-90-1 76
2 Benzocvcloheptatriene 142 C11H10 000264-09-5 68
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 68
4 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 64
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 62

Abundance Scan 1152 (8.863 min): BF100174.D (-1149) (-) m/z 142.10 100.00%
1491

5000 115.0

410 630 770 8.60 8.80 9.00 9.20

01 m/z 141.10 90.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0
5000 115.0

8.60 8.80 9.00 9.20
m/z 115.00 38.79%

39.0 63.0 89.0

o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141.0
R e
8.60 8.80 9.00 9.20
m/z 118.00 37.97%
5000 115.0
39.0 63.0 89.0
Ot T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19237: Naphthalene, 2-methyl-
142.0 8.60 8.80 9.00 9.20
m/z 145.10 31.70%
5000
115.0
39.0 71.0
0 ,....‘,..“.5?'9‘..“.“.,?%9.,...a,....‘i‘....,....,....,
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown8.96 Concentration Rank 9

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

8.96 12.86 ng 144237 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1.2.4-Triazole. 4-ethvl- 97 C4H7N3 043183-55-7 9
2 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 9
3 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 9
4 2-Thiopheneacetic acid. undec-10... 294 C17H2602S 1000278-91-6 9
5 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1000309-68-1 9

Abundance Scan 1169 (8.963 min): BF100174.D (-1166) (-) m/z 97.10 100.00%
97.1
5000
57.1
41.1 8.60 8.80 9.00 9.20
111.1
Obr bbbt BEL g MY 1200 1491 1721 ot 57.10 0 22.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2950: 4H-1,2,4-Triazole, 4-ethyl-
97.0
5000 NSNS SRR
8.0 82.0 8.60 8.80 9.00 9.20
420 : m/z 55.05 14.21%
56.0
0 ‘h M‘\ I I !
T "I""I""I""I""I""I""I""I"
m/z--> 20 80 100 120 140 160 180
Abundance
55.0 97.0
860 880 9.00 9.20
5000 m/z 41.10 8.36%
69.0
41.0 126.0
o 27.0 83.0 111.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #6756: 2-Pentene, 2,4,4-trimethyl- R B
55.0 97.0 8.60 8.80 9.00 9.20
m/z 69.10 6.80%
5000
41.0 69.0 112.0
ol
0"'|'U"H"”ll””'?%q"“"“'l"”l""l""l" RN SR U R
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2,4,4,6,6,8,8-Heptamethyl-2_.._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.00 13.26 ng 148740 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-2-nonene 224 C16H32 039761-73-4 86
2 Sulfurous acid. cvclohexvimethvl._.. 416 C24H4803S 1000309-22-5 59
3 Sulfurous acid. cvclohexvimethvl._.. 430 C25H5003S 1000309-22-6 59
4 Sulfurous acid. di(cvclohexvimet... 274 C14H2603S 1000309-22-7 53
5 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 45
Abundance Scan 1175 (8.998 min): BF100174.D (-1171) (-) m/z 97.10 100.00%
97.1
55.1 D L L L L BB BN L
224.2 8.60 8.80 9.00 9.20 9.40
O “, 700 ) il 1Ll 1932 o | m/z 55.10  22.49%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81265: 2,4,4,6,6,8,8-Heptamethyl-2-nonene
97.0
5000 I LA LR L
550 8.60 8.80 9.00 9.20 9.40
: m/z 57.10 20.65%
224.0
Ob et 170 | J70 14001500 1880
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
97.0
8.60 880 9.00 9.20 9.40
5000 m/z 69.10 12.97%
55.0
29.0 77.0 1250 155.0 239.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #222224: Sulfurous acid, cyclohexylmethyl octadecyl ester IR e e e
97.0 8.60 8.80 9.00 9.20 9.40
m/z 41.10 12.00%
5000
55.0
o220 | | 74 | 1250 1550 253.0
mz-> 20 40 60 80 100 12'0 140 160 180 200 220 240 8.60 8.80 9.00 9.20 9.40

8270-BF102317.M Mon Nov 06 11:22:54 2017 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 10 unknown9.02 Concentration Rank 14

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

9.02 5.32 ng 59657 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Ethoxvphenvl (2-(phenvithio)eh... 317 C17H19NO03S 093407-56-8 38
2 3-Heptvne. 5-methvl- 110 C8H14 061228-09-9 27
3 Cvclopentene. 1.3-dimethvl-2-(1-... 138 C10H18 061142-32-3 27
4 2(3H)-Benzothiazolone. 3-methvl-... 179 C8H9N3S 001128-67-2 22
5 4-Ethylcyclohexene 110 C8H14 003742-42-5 22

Abundance Scan 1179 (9.022 min): BF100174.D (-1177) (-) m/z 81.10 100.00%
811 179.2
123.1
5000
41.1
149.1 [rerrprrrrprTT T T T T T T
8.60 8.80 9.00 9.20 9.40
of el b e bt e - | M/ 179.15 0 79.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #158750: p-Ethoxypheny! (2-(phenylthio)ehtyl)carbamate
110.0
138.0
179.0
5000 ESARSERARSERARRE SRR R
45.0 8.60 8.80 9.00 9.20 9.40
m/z 123.10 56.17%
‘ 81.0
o LN P P D Y N S — L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
81.0
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—h
8.60 8.80 9.00 9.20 9.40
5000 410 110.0 m/z 110.10 52 .50%

é

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #16995: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)- i i

81.0 123.0 8.60 8.80 9.00 9.20 9.40
' m/z 109.10 49.14%

5000
41.0

0...LJL”“”ﬁL”“h..”.”.””.”.””.”.””.”.””.”w” e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8. 60 8. 80 9.00 9.20 9.40

8270-BF102317.M Mon Nov 06 11:22:55 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown9.05 Concentration Rank 15

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

9.05 5.12 ng 57451 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 47
2 Nonane. 5-propvl- 170 C12H26 000998-35-6 47
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 47
4 4-Heptanone. 3-methvl- 128 C8H160 015726-15-5 46
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 43

Abundance Scan 1184 (9.051 min): BF100174.D (-1181) (-) m/z 71.10 100.00%
1

5000

8.80 9.00 9.20 9.40

0 m/z 57.10 93.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 LA L L L L L L L
a1lo 8.80 9.00 9.20 9.40
85.0 m/z 43.10 42 .81%
oL 260 ‘ - w 130 1410 1690  197.0
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
B R ama
8.80 9.00 9.20 9.40
5000 m/z 41.10 40.90%
112.0
410 50 127.0
oL, 26.0 ' 155.0170.0
e L W LA e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- R RERREES RS
57.0 8.80 9.00 9.20 9.40
m/z 85.10 30.29%
5000
41)0 85.0
oL 260 “ L4 | 130 14101560  183.0
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_
m/z--> 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF102317.M Mon Nov 06 11:22:55 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.17 47.80 ng 536214 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 59
2 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 27
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 25
4 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 16
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 16
Abundance Scan 1204 (9.169 min): BF100174.D (-1202) (-) 57.05 100.00%
57.0
5000 W/M/\L\_—/&
113.1 e
83.1 880 9.00 9.0 9.40 9.60
OWMWWMMW#T%W m/z 113.05  22.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 RSV RN

8.80 9.00 9.20 9.40 9.60
‘ 113.0 m/z 97.10 22 .15%

83.0
o Wb gl | 1370 1680
T T T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0

8.80 9.00 9.20 9.40 9.60

5000 m/z 55.10 20.15%
97.0
o 77.0 147.0 177.0 219.0 261.0
L B ==
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54934: Octane, 2-bromo- R RN EEEEE
57.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 12_.30%
so00] 280
113.0
0 h‘ || 830 “ 135.0 192.0
.”,”.w.”.“.”,”.w.”...”,”...”...” e s o o MU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40 9.60

8270-BF102317.M Mon Nov 06 11:22:56 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown9.23 Concentration Rank 13

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

9.23 5.43 ng 60869 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid. 3-e... 154 C9H1402 041977-59-7 35
2 5-lIsopropvl-2.8-dimethvl-9-oxatr... 222 C14H2202 1000185-23-8 35
3 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 27
4 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 27
5 Diisopropylaminoacrylonitryl 152 C9H16N2 038691-28-0 27

Abundance Scan 1214 (9.228 min): BF100174.D (-1212) (-) m/z 95.10 100.00%
93.1
151.1
5000 69.1
41.1 SR SEERE BN R L
8.80 9.00 9.20 9.40 9.60
0 m/z 151.10 54 _.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27773: Cyclopropanecarboxylic acid, 3-ethenyl-2,2-dimethy...
95.0
55.0 8.80 9.00 9.20 9.40 9.60
39,0 79.0 154.0 m/z 154.10 51.11%
L o
0|""”“h'u"“w"”h'J“'H“"H"“l""w"'l'“'l'“
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
93.0 151.0
43.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 69.10 47 .65%
69.0 194.0
. 27.0 123.0 177.0 222.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55143: 6-Acetamido-1,4-benzodioxane R R REAmE B e
93.0 193.0 8.80 9.00 9.20 9.40 9.60
151.0 m/z 109.10 41.60%
5000 43.0
67.0
0 I""f'”w'lvw"W"“ll'”'%ﬁ%g'*I"w'l"%znq"tl'"'I"' SRR SRR
m/z--> 200 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60

8270-BF102317.M Mon Nov 06 11:22:57 2017 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 14 unknown9.29 Concentration Rank 11

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

9.29 11.03 ng 123694 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 25
2 Oxalic acid. butvl 6-ethvloct-3-... 286 C16H3004 1000309-34-2 22
3 7-(1-Hvdroxv-cvclohexvI)-2.2-dim... 238 C15H2602 083040-91-9 22
4 Decvl isobutvl carbonate 258 C15H3003 959226-07-4 16
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 16

Abundance Scan 1225 (9.292 min): BF100174.D (-1222) (-) m/z 57.10 100.00%
51.1
5000
83.1 193.2
| “ 123.1 168.1 '9.00 9.20 9.40 9.60
39 451 224.2 : : : :
Ol by |'-'| *fhbo.“u bt b bl P Tm7z 83.10  32.32%
m/z--> 20 40 6 100 120 140 160 180 200 220 240
Abundance #95993: 1-Decanol, 2-hexyl-
57.0
5000 S AR AR AR R
85.0 9.00 920 9.40 9.60
29.0 111.0 m/z 41.10 28.92%
ol il N ‘ ‘h 1390 1680 1960 224.0
m/z--> 25 45 60 80 100 150 140 160 180 200 250 250
Abundance
57.0 85.0
'9.00 9.20 9.40 9.60
5000 m/z 69.10 27 .65%
29.0 111.0 141.0
0 185.0 229.0
[rrrryrrrryrrrry T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #92375: 7-(1-Hydroxy-cyclohexyl)-2,2-dimethyl-hept-5-en-3-one T
57.0 900 920 940 960
m/z 85.10 26.48%
5000 85.0
29.0
121.0 140.0
1 \‘\‘ u‘ Ll H‘ ‘ ;I.L310 ‘ i 163.0 195.0  220.0238.0
Ot Al e e T e

m/z--> 20 40

60

80

100 120 140 160 180 200 220 240

9.00 9.20 9.40 9.60

8270-BF102317.M Mon Nov 06 11:22:57 2017

Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Naphthalene, 1,7-dimethyl- Concentration Rank 10

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

9.39 12.66 ng 141987 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 93
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 93
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 93
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 92

Abundance Scan 1242 (9.392 min): BF100174.D (-1238) (-) m/z 156.10 100.00%
156.1
5000
81.1 97.1 1231 .
55.1 13 1731 193.2 9.00 9.20 9.40 9.60 9.80
o} m/z 141.00 64 .10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28493: Naphthalene, 1,7-dimethyl-
156.0
5000 NSRS SR
9.00 9.20 9.40 9.60 9.80
115.0 m/z 155.10 38.85%
e S0 TD eo Iy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 123.10 18.86%
oL 270 510 7.0 450 00 1390
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28484: Naphthalene, 2,3—dimethy|— LI L L L BB B
156.0 9.00 9.20 9.40 9.60 9.80
m/z 152.10 18.82%
5000
76.0 115.0
B0 0 e |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80

8270-BF102317.M Mon Nov 06 11:22:58 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 16 Naphthalene, 1,8-dimethyl- Concentration Rank 12

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

9.46 6.11 ng 68547 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 95
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 95
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 94
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 94
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94

Abundance Scan 1254 (9.463 min): BF100174.D (-1251) (-) m/z 156.10 100.00%
15p.1
5000
400 571 70 961 9.20 9.40 9.60 9.80
of : m/z 141.05 92 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28491: Naphthalene, 1,8-dimethyl-
156.0
5000 IR RS RN R
9.20 9.40 9.60 9.80
76.0 115.0 m/z 155.10 34 .19%
51.0 139.0
i ..|2.7‘.'0..‘| i .“. i |“l-‘-“-“| I‘hg?'lol -y .“l‘. .H I\H\‘ )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
9.20 9.40 9.60 9.80
5000 m/z 115.05 23.03%
77.0
80 510 os0 >0 1390
O T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28501: Naphthalene, 1,6-dimethyl- B B B
156.0 9.20 9.40 9.60 9.80
m/z 128.00 15.94%
5000
115.0
0 280 490 69.0 980 . .00
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF102317.M Mon Nov 06 11:22:59 2017 Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 17 1H-Indene, octahydro-2,2,4,... Concentration Rank 4

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

9.49 47.79 ng 536035 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 50
2 Iminostilbene 193 C14H11N 000256-96-2 43
3 2-Anthracenamine 193 C14H11N 000613-13-8 27
4 9-Phenanthrenamine 193 C14H11IN 000947-73-9 22
5 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 22

Abundance Scan 1259 (9.492 min): BF100174.D (-1256) (-) m/z 193.20 100.00%
198.2

5000 69.1 123.1 m

9.20 9.40 9.60 9.80
m/z 69.10 44 _51%

o 208.2
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 193.0
: 123.0

41.0

5000 950 LA L L L L LB LB
920 9.40 9.60 9.80
ko m/z 123.10 44.08%
ohzso L L aeso | 2080
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
193.0
e
920 9.40 9.60 9.80
5000 m/z 83.10 38.75%
165.0
o 300 630 810 90 1150 139.0
T | E—
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #55483: 2-Anthracenamine  EAmEEmEEE RS
198.0 920 9.40 9.60 9.80
m/z 109.10 37 .89%
5000 165.0
97.0
o280 510 700 | 1150 180 .
A v v bed R | N S N S
miz-> 20 40 60 80 100 120 140 160 180 200 920 9.40 9.60 9.80

8270-BF102317.M Mon Nov 06 11:23:00 2017 Page: 18



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 18 unknown9.55 Concentration Rank 7

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

9.55 13.46 ng 150954 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. chlorodiethvlhexvloxy- 222 C10H23CIlO0Si 1000363-74-4 40
2 But-2-enamide. N-(2-fluorophenvl... 193 C11H12FNO 1000308-23-4 30
3 2-Cvclopenten-1-one. 2.3.4.5-tet... 138 C9H140 054458-61-6 18
4 Pvrazole. 5-methvl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 18
5 Ethanone, 1-(l1-ethyl-1H-pyrazol-... 138 C7H10N20 1000316-95-0 18

Abundance Scan 1269 (9.551 min): BF100174.D (-1266) (-) m/z 193.20 100.00%
195.2
109.1
5000 69.1 137.1
41.1 ‘ L
165.1 9.20 9.40 9.60 9.80
91
ol ,,| . .~|:', .|!..',l..~'J.-i.'.||.-.-, bbbt Ll 2220 77 109.10  63.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78622: Silane, chlorodiethylhexyloxy-
193.0
83.0 109.0
5000 AR A SRR
9.20 9.40 9.60 9.80
55.0 m/z 123.10 49.71%
Lo | \‘1350 1630 | 220
m/z--> 25 Jo éo 85 160 150 140 160 180 200 250
Abundance
83.0
110 1930 S0 5k Sko 5k
5000 m/z 95.10 45 _.86%
55.0
0 29.0 130.0
m/z--> 25 Jo éo 85 160 150 110 160 180 260 250
Abundance #17628: 2-Cyclopenten-1-one, 2,3,4,5-tetramethyl- R mE T o R
128.0 9.20 9.40 9.60 9.80
m/z 69.10 38.67%
5000 95.0
a0 870
0,1,5,9,\,‘”&\,”\,',\”,HIMH“I,,‘\,,Ill},o.,qulm I I
m/z--> 20 60 80 100 120 140 160 180 200 220 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 19 Decahydro-4,4,8,9,10-pentam... Concentration Rank 6

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

9.65 15.08 ng 169131 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 53
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 35
3 2-Anthracenamine 193 C14H11N 000613-13-8 30
4 Cvclohexene. 3.3.5-trimethvl- 124 C9H16 000503-45-7 15
5 4-1sopropylphenol, trimethylsily... 208 C12H200Si 1000373-17-4 11

Abundance Scan 1286 (9.651 min): BF100174.D (-1283) (-) m/z 69.10 100.00%
69.1 109.1 193.2
5000
22 | 5ko ko sho w00
o} m/z 109.10 85.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 R L UL L B
9.40 9.60 9.80 10.00
m/z 193.20 81.59%
53l ‘ ‘ ‘ 138.0 208.0
Oulu|||||||‘|||lh||“|l||‘l||‘|‘|||‘l|||‘|||‘||1|6|5|O||‘||||‘|||l||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193.0
69.0 123.0
41.0 9.40 9.60 9.80 10.00
5000 95.0 m/z 97.10 75.40%
138.0
0l 250 165.0 208.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55484: 2-Anthracenamine R RERREES RS
198.0 9.40 9.60 9.80 10.00
m/z 55.10 63.56%
5000 165.0
97.0
m/z--> 20 40 6|0 8IO 100 12'0 14'10 160 180 2(')0 9.40 9.60 9.80 10.00

8270-BF102317.M Mon Nov 06 11:23:01 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100174.D

Aca On : 4 Nov 2017 13:21

Operator : SJ/JU

Sample : 16296-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 20 2-Pentanone, 4-cyclohexylid... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.70 20.00 ng 224336 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 42
2 Silane. chlorodiethvlhexvloxy- 222 C10H23CI0Si 1000363-74-4 38
3 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 35
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
5 2-Anthracenamine 193 C14H1i1N 000613-13-8 25
Abundance Scan 1294 (9.698 min): BF100174.D (-1291) (-) m/z 193.20 100.00%
198.2
69.1 97.1
5000

9.40 9.60 9.80 10.00

0 m/z 97.10 54 _.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 R L B
109.0 9.40 9.60 9.80 10.00
290‘ 81.0 ‘ m/z 109.10 53.32%
’ 137 0
ol rrolelrib L w\\ e IO 1750 | 220
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
193.0
83.0 109.0 A REERE B
9.40 9.60 9.80 10.00
5000 m/z 69.10 52.48%
55.0
o 29.0 135.0 163.0 2920
R B B o LA e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25430: Neopentylidenecyclohexane T
69.0 940 960 980 10. OO

m/z 81.10 47 .90%

5000 41.0 109.0  137.0 ArkﬂvﬁwﬂJ\vﬁﬁ\NMﬁmmMMN/Jj
‘ Hh #

15.0 M ‘H\ \“‘ I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 980 10. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110417\

Data File : BF100174.D

Acq On : 4 Nov 2017 13:21 Instrument :
Operator : SJ/JU BNA_F

Sample - 16296-01 ClientSampleld :
Misc - SV2-1854L

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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]
2-Pentanone, 4-hy... 4_.96 4.9 ng 102922 1 6.76 423091 20.0
unknown6 .54 6.54 73.6 ng 1557120 1 6.76 423091 20.0
Tetratetracontane 8.62 2.7 ng 70995 2 8.05 527203 20.0
unknown8.72 8.72 2.9 ng 75025 2 8.05 527203 20.0
unknown8.77 8.77 3.6 ng 93765 2 8.05 527203 20.0
1,4-Methanonaphth. .. 8.86 4.0 ng 104056 2 8.05 527203 20.0
unknown8 .96 8.96 12.9 ng 144237 3 9.82 224336 20.0
2,4,4,6,6,8,8-Hep... 9.00 13.3 ng 148740 3 9.82 224336 20.0
unknown9 .02 9.02 5.3 ng 59657 3 9.82 224336 20.0
unknown9 .05 9.05 5.1 ng 57451 3 9.82 224336 20.0
2,4,4,6,6,8,8-Hep... 9.17 47.8 ng 536214 3 9.82 224336 20.0
unknown9.23 9.23 5.4 ng 60869 3 9.82 224336 20.0
unknown9 .29 9.29 11.0 ng 123694 3 9.82 224336 20.0
Naphthalene, 1,7-... 9.39 12.7 ng 141987 3 9.82 224336 20.0
Naphthalene, 1,8-... 9.46 6.1 ng 68547 3 9.82 224336 20.0
1H-Indene, octahy... 9.49 47.8 ng 536035 3 9.82 224336 20.0
unknown9 .55 9.55 13.5 ng 150954 3 9.82 224336 20.0
Decahydro-4,4,8,9. .. 9.65 15.1 ng 169131 3 9.82 224336 20.0
2-Pentanone, 4-cy... 9.70 20.0 ng 224336 3 9.82 224336 20.0
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