LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On 27 Mar 2018 19:29

Operator : JU/SJ

Sample = J2065-01

Misc :

ALS Vial : 11 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-BF031518.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 2.316 33 39 46 rVB 103886 142174 4_.70% 0.403%
2 5.222 528 533 545 rBV 72395 117878 3.90% 0.334%
3 5.610 594 599 628 rBY 1983734 2884270 95.34% 8.174%
4 6.604 763 768 788 rBVY 2175026 2998078 99.11% 8.497%
5 6.745 788 792 808 rVB 2729977 2983816 98.63% 8.456%
6 6.969 827 830 846 rBV 713990 746554 24.68% 2.116%
7 7.128 853 857 878 rVB 2302200 2217294 73.30% 6.284%
8 7.534 922 926 935 rBVY 1523694 1750611 57.87% 4.961%
9 8.251 1045 1048 1054 rBV 939177 950934 31.43% 2.695%
10 9.204 1204 1210 1214 rBV7 70263 171420 5.67% 0.486%

11 9.239 1214 1216 1221 rVV3 120151 149063 4._.93% 0.422%
12 9.328 1225 1231 1235 rBV 3144927 3025118 100.00% 8.573%
13 9.398 1239 1243 1246 rBV2 359332 377734 12.49% 1.071%
14 9.633 1281 1283 1285 rBVv2 130393 144205 4.77% 0.409%
15 9.657 1285 1287 1292 rVV3 236361 374641 12.38% 1.062%

16 9.716 1293 1297 1300 rBV2 1938047 1716634 56.75% 4 _865%
17 9.745 1300 1302 1304 rVB2 192754 152695 5.05% 0.433%
18 9.769 1304 1306 1310 rBV2 496381 562513 18.59% 1.594%
19 9.804 1310 1312 1313 rBV2 148087 103869 3.43% 0.294%
20 9.875 1317 1324 1326 rBV4 1345636 1589381 52.54% 4._.504%

21 9.898 1326 1328 1329 rBv2 280530 250720 8.29% 0.711%
22 9.922 1329 1332 1335 rVB 2089265 1855198 61.33% 5.258%
23 9.963 1335 1339 1340 rBV2 605274 657373 21.73% 1.863%
24 9.992 1341 1344 1347 rBV3 916142 1350875 44.66% 3.828%
25 10.045 1350 1353 1354 rBV3 444585 453065 14.98% 1.284%

26 10.151 1369 1371 1376 rBV2 429101 771394 25.50% 2.186%
27 10.257 1387 1389 1393 rBV3 456172 643808 21.28% 1.825%
28 10.333 1399 1402 1403 rBV2 880430 857222 28.34% 2.429%
29 10.428 1414 1418 1421 rBV4 1832130 2087928 69.02% 5.917%
30 13.104 1869 1873 1879 rVB 1611876 1730763 57.21% 4_.905%

31 14.163 2049 2053 2056 rVB 738256 660945 21.85% 1.873%
32 14.915 2178 2181 2184 rBV 129783 128283 4.24% 0.364%
33 15.074 2206 2208 2212 rVB4 58479 59742 1.97% 0.169%
34 15.698 2309 2314 2322 rVB 473851 618801 20.46% 1.754%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On 27 Mar 2018 19:29

Operator : JU/SJ

Sample = J2065-01

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 35284999
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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: BF103979.D

5000000

4000000

3000000 6.75

6.60 7.13

2000000 561

7.53

1000000 6.97

2.32 5.22
T T T T T T T T T I T

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF103979.D

5000000

4000000

3000000

2000000

1000000 8.25

. . e 2 e

T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103979.D

5000000
4000000
3000000

2000000

14.16

1000000 1570
14.975 g7

o

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 13

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

2.32 3.81 ng 142174 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 40 (2.322 min): BF103979.D (-33) (-) m/z 73.10 100.00%

B
5000
43
55 87

| 220 240  2.60
Oy et e e || M/z 43.10  32.55%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 43 55 220 240  2.60 '
87 m/z 87.10 26.35%
0 m L 37 ‘ | 49 67 | 101
MRS IS AR RS ARRS AR SRS AR LRSS LR SERRS LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 A L N
2 20 2.40 2.60
5000 41 55 m/z 54.95 22 .36%
29
S N ¢ £ O - S - =S
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl- e N S
5 73 2 20 2. 40 2.60

m/z 71.10 11.62%

5000
43

31
kAR 67|, 8 97 115

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

5.22 3.16 ng 117878 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 533 (5.222 min): BF103979.D (-528) (-) m/z 43.00 100.00%
43
59
5000
101 )
480 5.00 5.20 5.40 5.60
83
Ok et ol S Tm/z 59.10 58.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S SR U AR
480 5.00 5.20 5.40 5.60
m/z 101.00 23.09%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 14.97%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one
43 480 5.00 5.20 5.40 5.60
m/z 41.10 10.66%
5000
55
O S 0 | e 7L 77 88 S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 1

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

6.75 79.94 ng 2983820 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 793 (6.751 min): BF103979.D (-788) (-) m/z 132.00 100.00%
132
5000 ﬂ
68
96 TTTTTTTTT T T T T T T T T T
40 54 78 06 6.40 6.60 6.80 7.00
01 e B m/z 68.05 34.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 DA S SR
a1 97 6.40 6.60 6.80 7.00
53 17 m/z 134.00 33.75%

Abundance

0...,.”.ML.J. ..”,%QZ.,...,....,”..,..”
miz--> 20 80 100 120 140 160 180
132

6.40 6.60 6.80 7.00

5000 m/z 65.95 21.41%
104
66
ol 14 27 39 1 T g9 115
L B o e e e o B AL I B e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 6.40 6.60 6.80 7.00

m/z 96.00 14 _.00%

74
116
5000 98 /\\
0 n ‘h N M\ ‘ L 158 189

m/z--> 20 40 100 120 140 160 180 6.40 6. 60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown9.20 Concentration Rank 16

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

9.20 2.54 ng 171420 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 38
2 Bicvclol3.1.0Thexan-3-one. 4-met... 152 C10H160 001125-12-8 35

1-(2-Ethvl-1.3-dimethvl-cvclopen... 166 C11H180 1000185-18-1 27
4 trans-(2-Ethvlcvclopentyl)methanol 128 C8H160 036258-08-9 27
5 2,5,9-Tetradecatriene, 3,12-diet... 248 C18H32 074685-87-3 27
Abundance Scan 1209 (9.198 min): BF103979.D (-1204) (-) m/z 81.05 100.00%
g1
118

5000

8.80 9.00 9.20 9.40 9.60

0 m/z 118.05 76.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5965: Methyl ethyl cyclopentene
81
5000 67 %
110 8.80 9.00 9.20 9.40 9.60

‘ m/z 55.00 63.76%

39 g3
A T 0 A
m/z--> 20 40 60 0 100 120 140 160 180
Abundance
41 81

o

68 110 B o o e A B

8.80 9.00 9.20 9.40 9.60
5000 95 m/z 109.00 58.44%

55
i -~_ﬁ*/vx_vd_MJLj\ﬁA/JWAMVAM
o el e e
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #35104: 1-(2-Ethyl-1,3-dimethyl-cyclopent-2-enyl)-ethanone =T

81 123 8.80 9.00 9.20 9.40 9.60

m/z 95.10 56 .94%

43
5000
55 67 95
R
| 1l il

e e e e i e

m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown9.24 Concentration Rank 17

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

9.24 2.21 ng 149063 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 38
2 1-Ethvl-5-methvilcvclopentene 110 C8H14 097797-57-4 35
3 trans-(2-EthvlcvclopentvDmethvl... 170 C10H1802 1000099-13-9 35
4 4-Ethvlcvclohexene 110 C8H14 003742-42-5 27
5 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 27

Abundance Scan 1216 (9.239 min): BF103979.D (-1214) (-) m/z 81.05 100.00%
8t
179
5000 41 55 o5 100 123 ‘_Nf__w__sﬁwfﬂm/LJL”’”ﬁwﬂtA
" 9.00 9.20 940 9.60
o} m/z 179.20 57 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5937: Cyclohexene, 1-ethyl-
81
5000 UEREN RS S LR
67 9.00 9.20 9.40 9.60
41 110 m/z 109.05 53.05%
27 ‘ 95 ‘
0'}?Pb"h”“tlﬁw“w'”'l"”I"”I"'W""""P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
95 9.00 9.20 9.40 9.60
5000 67 m/z 69.05 53.02%
39 110
27 53
14
S S S L S UL B WL B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38072: trans-(2-Ethylcyclopentyl)methyl acetate
8l 9.00 9.20 9.40 9.60
m/z 110.10 49 _78%
5000 45 110
95
55
0 Ll 128 amis an
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 1&'30 2(')0 9.'00 9.'20 9.110 9.|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 10

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

9.40 5.59 ng 377734 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 91
2 Hexahvdroindole 123 C8H13N 018159-32-5 30
3 Ethanone. 1-(l-ethvl-1H-pvrazol-... 138 C7H10N20 1000316-95-0 25
4 Cvclopentene. 1.3-dimethvl-2-(1-... 138 C10H18 061142-32-3 25
5 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 22

Abundance Scan 1243 (9.398 min): BF103979.D (-1239) (-) m/z 193.20 100.00%
193
95 123
5000 {ANJN
208 9.00 9.20 9.40 9.60 9.80
0 m/z 123.10 73.40%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
1 WM
5000 69 95 109 | LJNLINL LI L L L L LB LB L
137 9.00 9.20 9.40 9.60 9.80
151 208 m/z 95.10 67.53%
0::||||||‘|||‘lh:|“|‘l||‘l||‘|‘|||‘l|||‘|||‘=||1|6?|]|-7|9|||‘|||l||
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
95 123
9.00 9.20 940 9.60 9.80
5000 55 m/z 55.05 62.88%
41 67
80 108
L S L W B L L UL S B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #17220: Ethanone, 1-(1-ethyl-1H-pyrazol-4-yl)- e AR AR REmas LA
9 123 9.00 9.20 9.40 9.60 9.80

m/z 69.05 61.76%

5000 43 -

, 109 |
L e B s o e B o B e S  EEEEEEEm e

m/z--> 40 60 80 100 120 140 160 180 200 9. OO 9. 20 9.40 9.60 9.80

o

w
w
=01
W
= O
I~
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown9.63 Concentration Rank 18

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

9.63 2.13 ng 144205 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1.4-Dimethvlpent-2-envl)benzene 174 C13H18 1000184-97-9 46
2 Benzene. 1l-cvclohexvl-3-methvl- 174 C13H18 004575-46-6 41
3 Cvcloisolonaifolene. 9.10-dehvdro- 202 C15H22 1000156-81-6 30
4 1H-1.3.2-Benzodiazaborole. 2-but... 174 C10H15BN2 031748-14-8 25
5 3-Fluorobenzoic acid, 3-phenylpr... 258 C16H15F02 1000279-05-0 22

Abundance Scan 1282 (9.628 min): BF103979.D (-1281) (-) m/z 81.10 100.00%
5000
940 9.60 9.80 10.00
o} m/z 96.10 76 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene
31
118
105
5000 RIS R L UL SR
91 174 9.40 9.60 9.80 10.00
0
o 4 o 77 159 m/z 95.10 73.23%
7 66 | L ‘H I 143 ‘
N S L L W L W R W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118 131 174
105 RS SRR U IR SU
9.40 9.60 9.80 10.00
5000 91 m/z 55.10 65.69%
27 39 77
15 53 65 145 159
e S S S U B B S L B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62799: Cycloisolongifolene, 9,10-dehydro- e
131 187 9.40 9.60 9.80 10.00
6 m/z 41.10 58.00%
5000
41 105 145
07 53 91 ‘ 117 159 202
o SN T Y FRONTL S . ,‘MI‘,h”\l\‘\r,iwl H\N,”‘i”ll7?|,m|\‘m, Sk en NN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Naphthalene, decahydro-1,6-... Concentration Rank 11

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

9.66 5.55 ng 374641 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 029788-41-8 74
2 Naphthalene. decahvdro-1.4a-dime... 208 C15H28 030824-81-8 43
3 1.3-Bis(bromomethyl)cvclohexane 268 C8H14Br2 1000216-89-9 43
4 1-Methoxvadamantane 166 C11H180 006221-74-5 35
5 Tricyclo[4.3.1.1(3,8)]Jundecan-3-o0l 166 C11H180 014504-80-4 30

Abundance Scan 1288 (9.663 min): BF103979.D (-1285) (-) m/z 156.05 100.00%
6
5000
95
41 55 69
9.40 9.60 9.80 10.00
0 m/z 141.10 86.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67973: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl)
109
95
165
5000 L R A RN R
41 %5 a1 9.40 9.60 9.80 10.00
m/z 123.10 63.69%
123 208
0.,?I”\L.JW.L..V”.M,.M.,L.”,%??.lk.. e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
g5 109
55 8l 9.40 9.60 9.80 10.00
5000 a1 165 m/z 109.10 56.57%
123
137 193 208
21 151 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117740: 1,3-Bis(bromomethyl)cyclohexane A e
109 9.40 9.60 9.80 10.00
m/z 191.10 50.16%
M 95
5000 67
81 191
0.|....|.. “”‘..‘H..‘.‘llu‘.‘..lnlu3.5:!-‘.1.9. ”]'|7|5”H” R RE e RARARRRRRE R N/"I\I S R BREE BT S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 5

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

9.87 23.53 ng 1589380 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 72
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 64
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 41
4 Bicvclol3.1.11heptan-3-one. 2.6.... 152 C10H160 015358-88-0 38
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 38

Abundance Scan 1323 (9.869 min): BF103979.D (-1317) (-) m/z 69.10 100.00%
¢
5000
' 9.60 9.80 10.00 10.20
01 m/z 55.10 75.66%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95 109 123 207
69
81 137 193
5000 55 UL A SRR SUNRE
9.60 9.80 10.00 10.20
151 222 m/z 109.10 72.57%
O A |
OI"”I'”'IA"k'JM'HQW"”\'J'IL"P"W"”I“”
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
123 ' 9.60 9.80 10.00 10.20
5000 69 95 109 m/z 41.10 71.79%
55 83 137
151 165 179 208
L S S U S B L B B I B
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- L B B
55 69 g3 9.60 9.80 10.00 10.20
m/z 83.10 67.04%
5000 4
111 153
i \
0 ,.‘J..uh .wlq.‘ﬂ..,w‘..hh. A 126139 | a7 181 224 e
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown9.96 Concentration Rank 8

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

9.96 9.73 ng 657373 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 4-fluoro-N-methallvl- 193 C11H12FNO 1000340-31-9 43
2 1.3-Benzenediamine. 4-methoxv- 138 C7H10N20 000615-05-4 43
3 1-Propanone. 1-(4-fluorophenvl)- 152 C9H9FO 000456-03-1 43
4 Imidazolidin-2-one. 1-(2-fluorob... 208 C10H9FN202 1000310-62-2 43
5 Ethanone, 1-(4-fluorophenyl)- 138 C8H7FO 000403-42-9 43

Abundance Scan 1339 (9.963 min): BF103979.D (-1335) (-) m/z 123.10 100.00%
3
5000 a1 95 109
41 55 o 137 193 208
‘ ‘ || | | | h 152 173 || g 9.60 9.80 10.00 10.20
0...,....',"...'.I|.'!'.."il..'.".ll.".'.."i by ,....,...'.,....,....,... m/z 95.10 44 _18Y%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #55234: Benzamide, 4-fluoro-N-methallyl-
123
5000 SRS A AR
960 980 1000 10.20
95 163 m/z 109.10 40.70%
178
0 27 39 50 s 109 | 152 i
m/z--> ﬁo 4b eb 85 160 150 150 160 180 260 250
Abundance
123
138 9.60 9.80 10.00 10.20
5000 m/z 81.10 33.16%
95
15 27 41 52 67 80 110
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26176: 1-Propanone, 1-(4-fluorophenyl)- R B e
123 9.60 9.80 10.00 10.20
m/z 55.10 29.25%
5000
95
15 29 50 63 7? 109 | 135 1?2
m/z--> ﬁo Jo eb 85 160 150 150 160 180 260 250 960 980 1000 1020 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.15 11.42 ng 771394 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.2.3.3... 188 C14H20 001203-17-4 83
2 1.1.4.5.6-pentamethvl-2_.3-dihvdr... 188 C14H20 1000374-13-8 76
3 2H-Isoindole. 4.5.6.7-tetramethvl- 173 C12H15N 070187-61-0 64
4 4H-1-Benzopvran. 4.4.5.8-tetrame... 188 C13H160 082391-06-8 50
5 1H-Inden-1-one, 2,3-dihydro-3,3,... 188 C13H160 056298-98-7 50
Abundance Scan 1371 (10.151 min): BF103979.D (-1369) (-) m/z 173.10 100.00%

113
5000
43 57 71 g5 o9 115 145 159 9.80 10.00 10.20 10.40

204
ol 218 232 m/z 133.10 22.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #51785: 1H-Indene, 2,3-dihydro-1,1,2,3,3-pentamethy!l-
173
5000 131 LA L L L L L L I
9.80 10.00 10.20 10.40
m/z 188.20 17.36%
a3 57 4 01 115 | 143, 188
O PR LA N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
173
A B e
9.80 10.00 10.20 10.40
5000 m/z 174.10 14 _.89%
3 188
. 41 53 65 77 91 103115128 143 15
B B o e R R REmEE B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40605: 2H-Isoindole, 4,5,6, 7-tetramethyl- L I e
158 173 9.80 10.00 10.20 10.40
m/z 128.10 11.15%
5000
27 39 51 g3 77 91 5128 143
0 ,.h..‘,w..“.‘.,‘.‘...‘,....1,0.3. il el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9. 80 10. 00 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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, 1,6,7-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.26 9.53 ng 643808 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 58
2 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 43
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 38
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 35
5 Nonane, 1-iodo- 254 C9H191 004282-42-2 35
Abundance Scan 1390 (10.263 min): BF103979.D (-1387) (-) m/z 97.10 100.00%
5000
207 10,00 10.20 10,40 10.60
182 222
0 12 234 m/z 57.10 99.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38374: Naphthalene, 1,6,7-trimethyl-
170
155
5000 LI B UL IR R
10,00 1020 10.40 10.60
108 m/z 71.10 95.82%
27 39 51 63 76 115
o o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155 170
10,00 1020 10.40 10.60
5000 m/z 55.10 76.98%
115129
27 39 51 63 76 91103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38369: Naphthalene, 1,4,6-trimethyl-  ERa
155 10.00 10.20 10.40 10.60
170 m/z 133.10 76 .44%
5000
115128
0 S8 Tevue | | M) |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.43 30.91 ng 2087930 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_1Tundeca-3... 222 C13H1803 070412-52-1 50
2 photocitral A 152 C10H160 055253-28-6 47
3 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 43
4 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 154559-38-3 43
5 3-Fluorobenzoic acid, 1-cyclopen... 236 C14H17FO02 1000279-04-7 38
Abundance Scan 1418 (10.428 min): BF103979.D (-1414) (-) m/z 123.10 100.00%
123
5000
41 55 69 81 95 109 207
L] L s, s || 102 10140 1060 1080
ok ..',"...'!',.'!"..'Iil.'.'.'.lll.."..l'...',..':"l.,.."..l....l..'..,l....l.... m/z 109.10 34 _53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79089: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-one, 1,...
123
43
5000 179 LRI B BRI BRI SR
109 I~ 10,20 10.40 10.60 10.80
137 m/z 69.10 32.91%
27 6 69 83 95 153165 207
0 ||||‘|||‘|‘|||§|||‘|‘||H|H|||‘|‘|||||||‘|||‘|||||||‘|||‘:::: |||||‘|||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123
81 R BRI DU BN B
10.20 10.40 10.60 10.80
0
5000 a1 . 95 m/z 95.10 30.32%
55 109
137
152
R R R R B SRS RS B SRS LAY AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,... REmaEES RS S
123 208 10.20 10.40 10.60 10.80
m/z 81.10 29.87%
5000
41 55 69
"100 | 137
193
ool M \M m m A = I B
m/z--> 80 100 120 140 160 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103979.D

Aca On : 27 Mar 2018 19:29

Operator : JU/SJ

Sample : J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Propanohydrazide, N2-(3,5-d... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.92 3.88 ng 128283 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanohvdrazide. N2-(3.5-di-ter... 382 C24H34N202 304870-86-8 64
2 Ethvl 5-bromo-2-chlorobenzoate 262 C9H8BrCIl02 1000343-08-1 59
3 Terephthalic acid. pentvl tridec... 414 C26H3804 1000323-92-6 59
4 Terephthalic acid. 2-isopropviph... 354 C22H2604 1000323-58-2 50
5 4,47 -Ethylenebis(2,6-di-tert-but... 438 C30H4602 001516-94-5 50
Abundance Scan 2182 (14.921 min): BF103979.D (-2178) (-) m/z 219.20 100.00%
219
5000
; R RRRR TS
85 438 14.60 14.80 15.00 15.20
Ol i A0 176 | 256281 320 %0372 N “n/z 220.15  17.64%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #203621: Propanohydrazide, N2-(3,5-di-tert-butyl-4-hydroxy...
219
5000
164 14.60 14.80 15.00 15.20
m/z 57.10 11.66%
o 5" 79 107133 | 189, | 246 290 325 382
m'z--> 0 50 100 150 200 250 300 350 400 '
Abundance
219
14:60 14.80 15.00 15,20
5000 75 m/z 438.30 4.63%
29 110 191 264
51 155
L L A UL UL AL DU SUR L
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #217359: Terephthalic acid, pentyl tridec-2-yn-1-yl ester e B
219 14.60 14.80 15.00 15.20
m/z 203.10 4._.36%
5000
oL 4 79 121%%° 178 | oa7 287 327
m'z--> 0 50 100 150 200 250 300 350 400 ' 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
Data File : BF103979.D

Acq On 27 Mar 2018 19:29

Operator : JU/SJ

Sample - J2065-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
Butane, 2-methoxy... 2.32 3.8 ng 142174 1 6.97 746554 20.0
2-Pentanone, 4-hy... 5.22 3.2 ng 117878 1 6.97 746554 20.0
unknown6.75 6.75 79.9 ng 2983820 1 6.97 746554 20.0
unknown9 .20 9.20 2.5 ng 171420 3 10.02 1350880 20.0
unknown9 .24 9.24 2.2 ng 149063 3 10.02 1350880 20.0
Decahydro-4,4,8,9... 9.40 5.6 ng 377734 3 10.02 1350880 20.0
unknown9.63 9.63 2.1 ng 144205 3 10.02 1350880 20.0
Naphthalene, deca... 9.66 5.5 ng 374641 3 10.02 1350880 20.0
Decahydro-8a-ethy. .. 9.87 23.5 ng 1589380 3 10.02 1350880 20.0
unknown9 .96 9.96 9.7 ng 657373 3 10.02 1350880 20.0
1H-Indene, 2,3-di... 10.15 11.4 ng 771394 3 10.02 1350880 20.0
Naphthalene, 1,6,... 10.26 9.5 ng 643808 3 10.02 1350880 20.0
2,11-Dioxabicyclo... 10.43 30.9 ng 2087930 3 10.02 1350880 20.0
Propanohydrazide,... 14.92 3.9 ng 128283 5 14.16 660945 20.0
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