LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 height area % max. total

5.310 545 548 565 rBV 47923 96792 3.09% 0.784%
6.357 720 726 741 rBV2 41340 100777 3.22% 0.817%
rBv 163669 208774 6.67% 1.692%
6.687 778 782 794 rBV 577245 563464 18.01% 4 _566%
6.840 805 808 818 rVvB 226140 218433 6.98% 1.770%
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7.251 875 878 889 rBvV 70776 112768 3.60% 0.914%
7.969 996 1000 1007 rBV 719475 688389 22.00% 5.579%
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rBv 29436 47116 1.51% 0.382%

9.039 1179 1182 1189 rBV 344461 305035 9.75% 2.472%

1 9.116 1192 1195 1199 rVB 68633 57695 1.84% 0.468%
11 9.239 1212 1216 1219 rVB2 63896 85721 2.74% 0.695%
12 9.428 1245 1248 1250 rBV 84129 69056 2.21% 0.560%
13 9.581 1271 1274 1278 rBV2 60979 77196 2.47% 0.626%
14 9.628 1279 1282 1285 rVB 153619 128218 4._.10% 1.039%
15 9.669 1285 1289 1290 rBV3 32857 43179 1.38% 0.350%
16 9.716 1294 1297 1302 rVB2 786673 719762 23.00% 5.833%
17 9.828 1313 1316 1319 rBV3 33879 40106 1.28% 0.325%
18 10.051 1349 1354 1357 rBV5 70319 126258 4._.03% 1.023%
19 10.086 1357 1360 1363 rVVv3 48422 52399 1.67% 0.425%
20 10.122 1363 1366 1369 rBV2 153154 153051 4._.89% 1.240%
21 10.198 1377 1379 1382 rVB 58379 43614 1.39% 0.353%
22 10.257 1386 1389 1390 rBV 70056 62862 2.01% 0.509%

23 10.510 1429 1432 1435 rBV2 145383 152694 4._.88% 1.237%
24 10.604 1443 1448 1450 rBV2 94349 161269 5.15% 1.307%
25 10.639 1450 1454 1460 rVB2 174900 237991 7.61% 1.929%

26 10.769 1474 1476 1479 rBV2 119943 104532 3.34% 0.847%

27 10.857 1489 1491 1494 rVB 120926 93303 2.98% 0.756%
28 11.104 1531 1533 1536 rVB 136406 128454 4._.11% 1.041%
29 11.145 1538 1540 1543 rVB 103637 96423 3.08% 0.781%

30 11.198 1546 1549 1554 rVvVv 773369 778501 24.88% 6.309%

31 11.239 1554 1556 1560 rVB 113346 115129 3.68% 0.933%
32 11.416 1583 1586 1590 rBV 177363 226667 7.24% 1.837%
33 11.586 1612 1615 1618 rBV 485673 370071 11.83% 2.999%
34 12.004 1684 1686 1694 rBV2 388873 514728 16.45% 4.171%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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 :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.904 2345 2349 2355 rVB 1158606 2230265 71.27% 18.074%

36 16.298 2411 2416 2424 rVB 1677876 3129207 100.00% 25.358%

Sum of corrected areas: 12339899
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113639.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 1 unknown6.46 Concentration Rank 6

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

6.46 7.41 ng 208774 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 743 (6.457 min): BF113639.D (-741) (-) m/z 131.90 100.00%
132
5000 68 L
96
40 g ||B 104 6.20 6.40 6.60 6.80
o T Y U 1 NS WSS A — | S— m/z 68.00 49.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AR AR L
6.20 6.40 6.60 6.80
2 78 m/z 133.90 32.72%
38
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 65.90 27.59%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L e s e l L

132 620 640 660 680
m/z 69.00 20.75%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115
e N | N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 unknown9.24 Concentration Rank 17

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

9.24 2.38 ng 85721 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 47
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 43
3 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 43
4 4-Octene, 2,2,3,7-tetramethyl-, ... 168 C12H24 063865-57-6 38
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 38

Abundance Scan 1216 (9.239 min): BF113639.D (-1212) (-) m/z 56.95 100.00%
57
5000
99
4 83 RS S LR
119 141 168 224 9.00 9.20 9.40 9.60
o} m/z 99.00 29.48%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57
5000 A
85 9.00 9.20 9.40 9.60
m/z 43.00 27 .85%
0 H Lo M8 139 169 503221
m/z--> 25 45 eb 80 100 150 150 160 180 200 220 240 260 280 300
Abundance
57
900 9.20 9.40 9.60
5000 m/z 41.00 23.34%
43 85
o2 Ml127 155 183 210 239 273201
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161090: Sulfurous acid, buty! tridecy! ester Rm e R
57 9.00 9.20 9.40 9.60
m/z 85.00 21.06%
5000
85
o H w , 113 139154 183 217 235
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Decahydro-4,4,8,9,10-pentam... Concentration Rank 18

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

9.58 2.15 ng 77196 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 41
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
3 3,3,6,9,9-Pentamethyl-2,10-diaza... 208 C13H24N2 069340-58-5 25
4 Cyclopropane, 1,l1-dimethyl-2-(2-... 124 C9H16 069147-03-1 20
5 Butanamide, N-(4-methoxyphenyl)- 193 C11H15N02 1000306-91-5 18

Abundance Scan 1274 (9.581 min): BF113639.D (-1271) (-) m/z 69.00 100.00%
41 g
5000
208 920 940 9.60 9.80
o} m/z 97.00 77 .93%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 9 109 RS UL AR R
137 9.20 9.40 9.60 9.80
151 208 m/z 41.00 77 .48%
0 IIIIIIIII\III‘H\I |“|‘l||‘l||‘|‘|||‘l|||‘|||‘ﬁ||1|6?|]:7|9|||‘|||l||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
123 193
" 920 9.40 9.60 9.80
5000 83 m/z 193.10 76.01%
67
29 o5 109 7 208
0 95 152 165 179
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #67794: 3,3,6,9,9-Pentamethyl-2,10-diazabicyclo(4.4.0)dec-...
193 9.20 9.40 9.60 9.80
m/z 55.00 73 .04%
5000 180
165 208
58 70 109 125 ‘
0 I'm'"lh""wl'm \ %?.?“‘.1,.‘.‘..,‘l‘..1.37..1§2.,.‘...,....,.... e
miz-> 20 40 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 unknown9.23 Concentration Rank 11

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

9.63 3.56 ng 128218 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25B0O 057387-76-5 43
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 35
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 25
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 14

Abundance Scan 1282 (9.628 min): BF113639.D (-1279) (-) m/z 193.10 100.00%
193
97
5000 83 123
137
152 165 177 208 9.40 9.60 9.80 10.00
0 m/z 97.00 65.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex...
123 193
41
5000 83 LB R R RN U
67 9.40 9.60 9.80 10.00
29 55 109 137 208 m/z 109.00 56.84%
o) — I' l‘ — ‘M ; I\h‘l adll .Hl“l ; \I\Q\?I .‘.‘. T .‘. ; .H .:.I-5.2. I:I'filslj:?lgl ; .‘. I A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
123 940 9.60 9.80 10.00
5000 m/z 69.00 56.75%
150
95
oL 15 27 42 55 75 109 135 164 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17013: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha.... a  BEamEEE S
41 55 95 9.40 9.60 9.80 10.00
82 m/z 41.00 55.91%
67
5000
27
123
| | \‘ 109 | 138
0"'P"'ﬁ'MMPMMJ“'wJPJ“'P"“P"'P"'P"'P"' U IR U IR SU
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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.05 3.51 ng 126258 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 53
2 4-Triethylsilylbut-1-en-3-yne 166 C10H18Si 001693-70-5 25
3 Farnesol isomer a 222 C15H260 1000108-92-4 22
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 14
5 2-Anthracenamine 193 C14H11IN 000613-13-8 11
Abundance Scan 1354 (10.051 min): BF113639.D (-1349) ( m/z 193.05 100.00%
9
5000
207 rrrryrrrryrrrryrrrrTT
222 9.80 10.00 10.20 10.40
o} m/z 69.00 95.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
193
69
83 123 137
5000 i 109
55 % 9.80 10.00 10.20 10.40
29 m/z 123.00 86.82%
O ‘.‘. -‘.“- L .“:”. .“,‘l L HI BT -“| 152 ,153?.1.7,9. 1 ||298” _—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109
8 137 IR UL SR SN B
9.80 10.00 10.20 10.40
5000 m/z 109.00 69.09%
55
27 43 %9 1l o3 166
R S S S B L B SRS B RSN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79401: Farnesol isomer a R RERREES RS
69 9.80 10.00 10.20 10.40
m/z 55.00 60.00%
5000 41 81
55
0 D I ‘H 110121 136147 161 179191 204 222
m/z--> 20 40 60 85 160 120 140 1éo 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 unknownl0.12 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.12 4.25 ng 153051 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 43
2 Bromo-4-fluoroacetophenone 216 C8H6BrFO 000403-29-2 43
3 (Phenylthio)acetic acid, cyclobu... 222 C12H1402S 1000299-95-5 43
4 4-Fluorobenzoic acid, 4-pentadec... 350 C22H35F02 1000280-68-5 38
5 Phorone 138 C9H140 000504-20-1 38
Abundance Scan 1366 (10.122 min): BF113639.D (-1363) (-) m/z 123.00 100.00%
5000 55 69 81 g5 109
41 207 VW oo V7 A
137 155 170 222 9.80 10.00 10.20 10.40
o} m/z 69.00 38.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66822: Pentanamide, N-(4-methoxyphenyl)-
123
000 108 207 30 1000 10 1040

m/z 55.00 37 .80%

29 41 57 g0 95 | 134 149 165178

) SO < S . MY S TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123
R B
9.80 10.00 10.20 10.40
5000 95 m/z 109.00 36.55%
o T 109
14 26 38 63 138 176187 216
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78775: (Phenylthio)acetic acid, cyclobutyl ester e A REEEEEasS
123 9.80 10.00 10.20 10.40
m/z 80.95 35.71%
5000 222
55
109
27 39 “ o1 7 | 135 151 168180 194
m/z--> 200 40 60 80 100 120 140 160 180 200 220 980 10. 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 1H-Pyrazole, 5-ethyl-4,5-di... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.60 4.14 ng 161269 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pyrazole, 5-ethyl-4,5-dihydro... 126 C7H14N2 021981-22-6 64
2 2-Ethoxy-4-methyl-pent-2-enoic acid 158 C8H1403 1000190-08-8 64
3 1H-Pyrazole-1-carboxaldehyde, 4-... 168 C9H16N20 054411-09-5 59
4 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 58
5 Cyclohexane, 1l-bromo-4-methyl- 176 C7H13Br 006294-40-2 58

Abundance Scan 1447 (10.598 min): BF113639.D (-1443) (-) m/z 97.00 100.00%
o7
5000 57
41 111 AR SRR SN BN B
83 10.20 10.40 10.60 10.80 11.00
137 171 17201215
Ot el iy o 153 L1 187201235 230 280 | 7o E7.00 | 37.60%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11259: 1H-Pyrazole, 5-ethyl-4,5-dihydro-3,5-dimethy!l-
o7
5000 RIS DAL UL SRR
10,20 1040 10.60 10.80 11.00
28 42 111126 m/z 55.00 21.38%
o .MJN.”,ZQWL”J“.”,L.W.”......”...” AR Raams T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
10.20 10.40 10.60 10.80 11.00
5000 m/z 41.00 14.92%
41 143
27 | 5569 g3 11112977158
04
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37411: 1H-Pyrazole-1-carboxaldehyde, 4-ethyl-4,5-dihydro-... T
o7 10.20 10.40 10.60 10.80 11.00
m/z 111.00 13.94%
5000 69
125 168
e g | ‘ 139183
0 |----|“‘*--‘M| MH\ H\ ‘.“l“l..“..|‘.‘...‘|..‘.‘. ”\“ e —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,20 1040 10.60 10.80 11.00

8270-BF040319.M Mon Apr 08 08:58:50 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 9 Dodecane, 2,7,10-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.64 6.11 ng 237991 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 86
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 72
Abundance Scan 1454 (10.639 min): BF113639.D (-1450) (-) m/z 57.00 100.00%
g7
71

5000
85

99 113 10.40 10.60 10.80 11.00
127 169 184 215 235 : : : :
ol 141154 199 m/z 71.00 73.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57

71
43

5000 R EEEEsEmma e
10 40 10. 60 10. 80 11. OO

29 8 m/z 43.00 53.29%
| ‘ L ‘ 99 113127 141 155 169183197

T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 IIII|IIII|IIII|IIII|III
71 10.40 10.60 10.80 11.00
5000 m/z 85.00 28.92%
85
112
ol 30 99 12127141154168183 197 226
s . e Las
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl- Rm e R
57 10.40 10.60 10.80 11.00
71 m/z 41.00 25.77%
5000 43
8 13
29 99
ol u “ T 1%7141155169 | 197211225230 253 268
L s el .
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,40 10.60 10.80 11.00

8270-BF040319.M Mon Apr 08 08:58:51 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M

Quant Title

TIC Library
TIC Integratio

- C:\DATABASE\NIST11.L
n Parameters: LSCINT.P

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl0.77 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.69 ng 104532 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 27
3 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 25
4 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 23
5 5-Nonanone, 2,2,8,8-tetramethyl- 198 C13H260 005709-95-5 18
Abundance Scan 1476 (10.769 min): BF113639.D (-1474) (-) m/z 57.00 100.00%
g7
5000
g7 113
41 83 AR SN SR UL
169 10.40 10.60 10.80 11.00
o 0 133 153 199184198 222 246 m/z 113.00 33.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54932: Octane, 2-bromo-
57 71
5000 3
113 mmmmmmum
m/z 97.00 30.44%
o h‘ | 8497 135149
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
10.40 10,60 10.80 11.00
5000 m/z 55.00 21.85%
41 9
119
0 27 71 g4 147 177 219 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21167: 1-Pentanol, 3-methyl-2-propy!- R i o
7 71 10.40 10.60 10.80 11.00
m/z 83.00 13.89%
5000
ol 129143 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1040 10.60 10.80 11.00

8270-BF040319.M

Mon Apr 08 08:58:52 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 11 unknownl10.86 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.86 2.40 ng 93303 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide, N-ethenyl-N-methyl- 99 C5H9NO 003195-78-6 37
2 2-Chloro-2,4-dimethylpentane 134 C7H15ClI 035951-33-8 33
3 4-Octen-3-ol, 2,2-dimethyl- 156 C10H200 053960-44-4 28
4 6-Tridecene, 2,2,4,10,12,12-hexa... 392 C28H56 055255-73-7 16
5 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 10

Abundance Scan 1492 (10.863 min): BF113639.D (-1489) (-) m/z 57.00 100.00%
g7
99
5000
41 83 111 LR SR NS UL SRR
133 169
Obrrrpe ...,||. Aol Ly by L SR80 226 247 | RRee 00 64 4T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3516: Acetamide, N-ethenyl-N-methyl-
43 97
99
5000 R A SR U
28 10.60 10.80 11.00 11.20
15 m/z 91.00 35.83%
- —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
0 10,60 10.80 11.00 11.20
5000 43 m/z 83.00 21.70%
0 70 83 118 133
HRJUNERN RS IR LA SRS BEREE SRR SERES BRREY SERRS SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28294: 4-Octen-3-ol, 2,2-dimethyl-  ERa
57 10.60 10.80 11.00 11.20
m/z 41.00 18.13%
99
5000
41
o 7T L8 113127141 156
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20

8270-BF040319.M Mon Apr 08 08:58:53 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 12 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.10 3.30 ng 128454 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tridecane 184 C13H28 000629-50-5 87
3 Tetracosane 338 C24H50 000646-31-1 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1532 (11.098 min): BF113639.D (-1531) (-) m/z 57.00 100.00%
57
5000 85
3 13 g 1080 1100 1120 1140
0 ...,....',...I,..|:.-;:..-.'l,.-.~'!n,:l'.:.,...1.‘,?..,....,....- e | M7z 71.00  78.23%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #71393: Pentadecane
57
5000 85 LR B B BRI B
mmnmnmum
29 m/z 43.00 43.75%
0 | ‘ H \‘ | | 1}3 141 169 212
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57
10,80 11,00 1120 11.40
5000 m/z 85.00 43.33%

112 1141 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane R R B
57 10.80 11.00 11.20 11.40
m/z 41.00 29.77%
5000 85
29 113
o | % 141 160 197 225 253 281 309 338
Frprr e e e e e e e R REEEE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 80 11. 00 11. 20 11. 40

8270-BF040319.M Mon Apr 08 08:58:54 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 13 Benzene, (1-methylundecyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.15 2.48 ng 96423 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 87
2 1-Hexene, 3-methyl-6-phenyl-4-(1... 294 C21H260 1000194-52-4 53
3 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 53
4 Benzene, (1l-methyldecyl)- 232 C17H28 004536-88-3 53
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 53
Abundance Scan 1541 (11.151 min): BF113639.D (-1538) (-) m/z 105.00 100.00%
105
5000
41 77 183 246 10.80 11.00 11.20 11.40
Obrreprrrerrt 83 5 L 320 143 167109198 224 © 17260 | "m/z 105.95  12.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99257: Benzene, (1-methylundecyl)-
105
5000
10.80 11.00 11.20 11.40
a1 m/z 91.00 11.44%
0 57 79| | 120 147164 187203218 2?6
m/z--> 20 4b eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
10.80 11,00 11,20 11.40
5000 m/z 246.10 6.60%
ol 27 8 77 133 160 189204 221 239254 279294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14853: Benzene, 1-methyl-3-propyl- s B e et SO
105 10.80 11.00 11.20 11.40
m/z 41.00 6.40%
5000
134
77
0'}?v“'??““'??“Ju'w'lw'“l'"w"'w""v"'v"'l“" RS SRR SRR NS BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11.00 11.20 11.40

8270-BF040319.M Mon Apr 08 08:58:56 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 14 Benzene, (l-ethylundecyl)- Concentration Rank 8

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

11.42 5.82 ng 226667 Phenanthrene-d10 11.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene, (1-ethylundecyl)- 260 C19H32 004534-52-5 96

2 Benzene, (l-ethyldecyl)- 246 C18H30 002400-00-2 80

3 Benzene, (1l-ethylnonyl)- 232 C17H28 004536-87-2 80
4 Benzene, (l-ethyloctyl)- 218 C16H26 004621-36-7 64

5 Fumaric acid, isobutyl myrtenyl ... 306 C18H2604 1000348-81-1 59
Abundance Scan 1587 (11.422 min): BF113639.D (-1583) (-) m/z 91.00 100.00%

o
119
5000
69
41 55
105 260 11.20 11.40 11.60 11.80

231
133 159175 193 213
et b e b e 0 8 T T 1245 20 Tz 119.00 63.40%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111018: Benzene, (1-ethylundecyl)-
91
119
5000 LA B L L L L L LB
11.20 11.40 11.60 11.80
a1 m/z 97.00 26.32%
0 27 || 5“7 71 ‘ “ | 133147161175189 207 23‘1 260
R e R e e RRRRRRERENEsEaRE R )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
RN e R R AR
119 11.20 11.40 11.60 11.80
5000 m/z 69.00 25.08%
41 105
o 27 57 71 133147161175 191 217 246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87783: Benzene, (1-ethylnonyl)- BEEmEEEs
il 11.20 11.40 11.60 11.80
m/z 41.00 18.86%
5000 19
A st g7 | 1] 133147161 175 203 232
R AN R e N N e AR R R n s e e a n) RN e R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

8270-BF040319.M Mon Apr 08 08:58:57 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 15 Benzene, (1-methyldodecyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.59 9.51 ng 370071 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 90
2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 72
3 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 72
4 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 56
5 Benzene, (1-methylhexyl)- 176 C13H20 002132-84-5 43
Abundance Scan 1616 (11.592 min): BF113639.D (-1612) (-) m/z 105.00 100.00%
105
5000
91
4 55 260 11.20 11.40 11.60 11.80 12.00
Obrprrregirrbrre ek A A oA33147161 186 2032172312451 7 277 | "7z 105.95  13.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111019: Benzene, (1-methyldodecyl)-
105
5000 RN NN SRR SRR R
11:20 11.40 11.60 11.80 12.00
o m/z 91.00 9.99%
29 43 57 77 7 | 119133147 166 189203 221 245 260
m/z--> 20 45 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance
105
1120 11/40 11.60 11.80 12.00
5000 m/z 260.15 6.68%

91
27 4l 55 77 119133147161175 203217232

1
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #99258: Benzene, (1-methylundecyl)- B e et
105 11.20 11.40 11.60 11.80 12.00
m/z 104.00 4._26%
5000
91
0 55 77 | 119133147161175189 204217231 246
P T T T e e e e e T e i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 20 11. 40 11. 60 11. 80 12. 00

8270-BF040319.M Mon Apr 08 08:58:57 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 16 Benzene, (1-methyltridecyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.00 13.22 ng 514728 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 64
2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 64
3 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 64
4 Benzene, (1-methyltridecyl)- 274 C20H34 004534-59-2 62
5 Succinic acid, phenethyl 2-biphe... 374 C24H2204 1000358-00-8 45
Abundance Scan 1685 (11.998 min): BF113639.D (-1684) (-) m/z 105.00 100.00%

105

I

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.60 11.80 12.00 12.20 12.40
41 56 79 134 159 183 211 238255 274 302

Obrprrrr ot b e o e e 200 200 T rroe, || m/z 106.00 14 .41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #99254: Benzene, (1-methylundecyl)- LALN"\
105

5000 LA L B L L LB L L
11/60 11.80 12.00 12.20 12.40
m/z 91.00 11.00%
0l..26 41 57 79 | 1120 147162 189 207 231246
T A b —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
O ——
11.60 11.80 12.00 12.20 12.40
5000 m/z 104.00 4550
olL26 41 57 79 120 147161 217232
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111019: Benzene, (1-methyldodecyl)- I Al EEEEE R R Eas R
105 11.60 11.80 12.00 12.20 12.40
m/z 41.00 4 _.33%
5000
27 4358 79 | | 120 147 166 189205221 245260
e B Sl S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11/60 11.80 12.00 12.20 12.40

8270-BF040319.M Mon Apr 08 08:58:58 2019 Page: 18



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040519\

BF113639.D
6 Apr 2019
JussJ

K2265-01 10X

2:34

20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 2

Peak Number

17 unknownl15.90

R.T. EstConc Area Relative to ISTD R.T.
15.90 20.00 ng 2230270 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 _beta.-iso-Methyl

ionone

2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-...
3 28-Nor-17.beta. (H)-hopane

206 C14H220
206 C14H220
398 C29H50

1000285-40-2 43
1000195-40-9 43
036728-72-0 43

4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl. .. 342 C15H18N8S 1000276-08-2 38
Abundance Scan 2348 (15.898 min): BF113639.D (-2345) (-) m/z 191.10 100.00%
191
41 15.60 15.80 16.00 16.20
217 245 383 : : : :
o 287 314 349 406 442 m/z 177.10 42 _99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66096: .beta.-iso-Methyl ionone
191
5000/ 28 R L B
15 60 15. 80 16. 00 16. 20
135 163 m/z 95.00 41 .83%
ok ‘ ‘“‘LML.M..,.... e
m/z--> 50 150 200 250 300 350 400 450
Abundance
191
R A
15.60 15.80 16.00 16.20
5000 m/z 81.00 38.67%
149
B oo ¥ LV“x“\vw»fkr/“f\\,~vj\\/\/\;,
O LI B e e e L L e o o B M N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #211535: 28-Nor-17.beta.(H)-hopane T
191 15.60 15.80 16.00 16.20
m/z 123.00 30.59%
5000
109 135
217 398
N 1O . O G N
m/z--> 50 100 150 200 250 300 350 400 450 15 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040519\
Data File : BF113639.D

Acq On : 6 Apr 2019 2:34

Operator : JU/SJ

Sample : K2265-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 18 _beta.-iso-Methyl ionone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.30 28.06 ng 3129210 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 60
2 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 50
3 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 47
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 46
5 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 45
Abundance Scan 2416 (16.298 min): BF113639.D (-2411) (-) m/z 191.10 100.00%
191
a | ][ o0 1% oo ke
218 397 : : . .
ol 259 301327 369 9¥/420 455 m/z  95.00 39 . 43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66096: .beta.-iso-Methyl ionone
191
50001 28 NN IR R
16.00 16.20 16.40 16.60
o 9 135 163 m/z 81.00 30.63%
0 .|....|...l.|.’.. |‘....|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
16.00 16.20 16.40 16.60
5000 43 m/z 69.00 26.04%
123
149
69 * J\MM
L L L A WL UL B I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen R e e  EEmEmmmm
191 16.00 16.20 16.40 16.60
m/z 123.00 23.15%
5000
123 149
\‘ 69\ [T J\\h\l
L U L A WL WL B I NN IR R
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040519\

Data File : BF113639.D

Acg On : 6 Apr 2019 2:34 Instrument :
Operator : JU/SJ BNA_F

Sample 1 K2265-01 10X ClientSampleld :
Misc i BW-04419

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .46 6.46 7.4 ng 208774 1 6.69 563464 20.0
unknown9 .24 9.24 2.4 ng 85721 3 9.72 719762 20.0
Decahydro-4,4,8,9... 9.58 2.1 ng 77196 3 9.72 719762 20.0
unknown9.23 9.63 3.6 ng 128218 3 9.72 719762 20.0
1H-Indene, octahy... 10.05 3.5 ng 126258 3 9.72 719762 20.0
unknown10.12 10.12 4.3 ng 153051 3 9.72 719762 20.0
1H-Pyrazole, 5-et... 10.60 4.1 ng 161269 4 11.20 778501 20.0
Dodecane, 2,7,10-... 10.64 6.1 ng 237991 4 11.20 778501 20.0
unknown10.77 10.77 2.7 ng 104532 4 11.20 778501 20.0
unknownl10 .86 10.86 2.4 ng 93303 4 11.20 778501 20.0
Pentadecane 11.10 3.3 ng 128454 4 11.20 778501 20.0
Benzene, (1-methy... 11.15 2.5 ng 96423 4 11.20 778501 20.0
Benzene, (l-ethyl... 11.42 5.8 ng 226667 4 11.20 778501 20.0
Benzene, (1-methy... 11.59 9.5 ng 370071 4 11.20 778501 20.0
Benzene, (1-methy... 12.00 13.2 ng 514728 4 11.20 778501 20.0
unknown15.90 15.90 20.0 ng 2230270 6 15.27 2230270 20.0
-beta.-iso-Methyl... 16.30 28.1 ng 3129210 6 15.27 2230270 20.0
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