LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 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-BF040618.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.022 489 499 508 rBV 120487 166090 5.06% 0.474%
2 5.416 560 566 569 rBY 2906321 3229904 98.31% 9.227%
3 6.428 732 738 741 rBVY 2728907 3251762 98.98% 9.290%
4 6.569 757 762 766 rBY 3089315 3285417 100.00% 9.386%
5 6.804 798 802 805 rVB 911373 752848 22.91% 2.151%
6 6.957 824 828 832 rBVY 2612919 2489247 T75.77% 7.111%
7 7.369 892 898 901 rBVY 1978042 1993870 60.69% 5.696%
8 8.087 1013 1020 1023 rBY 1170544 1045141 31.81% 2.986%
9 8.381 1062 1070 1072 rBv4 28541 40484 1.23% 0.116%
10 8.904 1155 1159 1161 rBV3 34729 43524 1.32% 0.124%
11 9.081 1186 1189 1191 rBvV2 39485 39057 1.19% 0.112%
12 9.104 1191 1193 1197 rVB3 73441 67440 2.05% 0.193%

13 9.163 1198 1203 1206 rBV 3478509 3196570 97.30% 9.132%
14 9.239 1212 1216 1219 rBV3 136578 195260 5.94% 0.558%
15 9.386 1239 1241 1243 rBV3 49947 57008 1.74% 0.163%

16 9.434 1247 1249 1251 rBV3 47590 40564 1.23% 0.116%
17 9.475 1253 1256 1258 rBV4 87634 105293 3.20% 0.301%
18 9.504 1258 1261 1266 rVB2 159078 215182 6.55% 0.615%
19 9.557 1266 1270 1273 rBV3 455069 701009 21.34% 2.003%
20 9.710 1292 1296 1298 rBV3 285112 359472 10.94% 1.027%

21 9.751 1300 1303 1306 rVB 445942 429804 13.08% 1.228%
22 9.839 1311 1318 1321 rBV2 1203481 1453231 44.23% 4.152%
23 9.881 1322 1325 1328 rBv4 190351 264397 8.05% 0.755%
24 10.098 1360 1362 1365 rBV3 258066 279295 8.50% 0.798%
25 10.251 1385 1388 1390 rBV2 469241 437920 13.33% 1.251%

26 10.498 1427 1430 1434 rVB 634270 609927 18.56% 1.742%
27 10.633 1449 1453 1455 rBV 1355434 1303271 39.67% 3.723%
28 10.769 1472 1476 1479 rBV 1573319 1648987 50.19% 4.711%
29 11.239 1552 1556 1562 rVB 1798037 2007143 61.09% 5.734%
30 11.333 1570 1572 1577 rBV2 718874 832567 25.34% 2.378%

31 11.586 1613 1615 1617 rVB 627309 460348 14.01% 1.315%
32 12.922 1838 1842 1846 rBV 1766168 1814278 55.22% 5.183%
33 13.969 2016 2020 2023 rBV 775857 802884 24.44% 2.294%
34 14.451 2099 2102 2103 rBV2 64390 57795 1.76% 0.165%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 14.468 2103 2105 2115 rVB 174708 214231 6.52% 0.612%

36 14.998 2191 2195 2198 rBV 85486 127752 3.89% 0.365%

37 15.104 2211 2213 2226 rVB5 38338 60534 1.84% 0.173%

38 15.292 2242 2245 2252 rVB 47513 61956 1.89% 0.177%

39 15.357 2252 2256 2259 rBV 50558 60521 1.84% 0.173%

40 15.421 2262 2267 2271 rBV 627715 752548 22.91% 2.150%

41 17.439 2605 2610 2618 rVB10O 23620 49551 1.51% 0.142%
Sum of corrected areas: 35004082
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104319.D

3500000
6.57

6.43

3000000 5.42
6.96
2500000

2000000 7.37
1500000

1000000 6.80

500000

5.02

L

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: BF104319.D

11.24

9.16

3500000

3000000
2500000
2000000
1500000

8.09
1000000

500000

O e 2

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: BF104319.D

3500000
3000000
2500000
2000000
1500000
13.97
1000000

500000
17.44

B e e e L e i Bhiaanan B

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\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 11

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

5.02 4.41 ng 166090 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 499 (5.022 min): BF104319.D (-489) (-) m/z 43.00 100.00%
43
59
5000
101 S S L SRR
51 | 83 | 4.60 4.80 5.00 5.20 5.40
SBSENMBIMSBS 1 A2 S| S S m/z 59.00 57.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S S UL SRR
4.60 4.80 5.00 5.20 5.40
m/z 101.00 21.37%
"'|“"|'“‘?%'“W“"w""l“"l'“'lg?“lg?'}ﬁ%"v"'l“"l'“'l"“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 16.77%
101
15 31 502 69 86
Wmmwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T BRaar e
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.37%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 87.28 ng 3285420 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 762 (6.569 min): BF104319.D (-757) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 620 640 6.60 6.80 7.00
g8 |ewr W n/z 68.10  42.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR RS AR SRR
620 640 6.60 6.80 7.00
m/z 134.00 32.77%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .83%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl e o e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.02%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN § G W
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 14

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

9.24 2.69 ng 195260 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 90
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 49
3 3-Methvl-2-(2-oxopropvD)furan 138 C8H1002 087773-62-4 25
4 3.4-Undecadiene-2.10-dione. 6.6-... 208 C13H2002 052588-78-0 18
5 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 054699-31-9 15

Abundance Scan 1216 (9.239 min): BF104319.D (-1212) (-) m/z 57.10 100.00%
57

43 193

5000

g

208 9.00 9.20 9.40 9.60
m/z 193.15 76 .65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109
55 83 137 9.00 9.20 9.40 9.60
‘ 151 m/z 55.10 75.32%
208
SN S O W0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
A ma e R R
9.00 9.20 9.40 9.60
5000 43 55 m/z 43.05 71.24%

109
69 g, 97
29 123

137149 163 179 207 222

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

g

Abundance #17353: 3-Methyl-2-(2-oxopropyl)furan A L e S
57 9.00 9.20 9.40 9.60
69 m/z 69.05 68.28%
5000 95
81 109
L a2s 1
R B LA i B S s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 13

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

9.50 2.96 ng 215182 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1.1-dimethvlethvl)- 206 C14H220 000128-39-2 90
2 Phenol. 3.5-bis(1.1-dimethvlethvl)- 206 C14H220 001138-52-9 64
3 Phenol. 2.4-bis(1.1-dimethvlethvl)- 206 C14H220 000096-76-4 64
4 Benzeneacetic acid. 4-(1.1-dimet... 206 C13H1802 003549-23-3 64
5 3,5-Dimethyl-1-dimethylvinylsily... 206 C12H180Si 1000307-91-8 59

Abundance Scan 1260 (9.498 min): BF104319.D (-1258) (-) m/z 191.10 100.00%
191
5000 57
41 69 131 206
91 11 b 130175 9.20 9.40 9.60 9.80
m/z 57.10 40.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191
5000 AR RS R
9.20 9.40 9.60 9.80
a1 57 131 206 m/z 41.10 24.24%
5 20T agus T s |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
191
920 940 9.60 9.80
5000 57 m/z 69.10 24 _.07%
a1 206
77 91 107 127 135147 16345
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #66115: Phenol, 2,4-bis(1,1-dimethylethyl)- R REREE B
191 9.20 9.40 9.60 9.80
m/z 131.10 23.53%
5000
> 206
41
5 2% | o e ag e |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown9.71 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.71 4.95 ng 359472 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 42
2 1-Heneicosanol 312 C21H440 015594-90-8 38
3 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 30
4 Carbonic acid. pentadecvl 2.2.2-... 402 C18H33CI1303 1000314-56-1 27
5 Octacosanol 410 C28H580 000557-61-9 25
Abundance Scan 1296 (9.710 min): BF104319.D (-1292) (-) m/z 69.10 100.00%

5000

9.40 9.60 9.80 10.00
m/z 55.05 70.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1
55
4
5000 LIS L L L L L L L L B
9.40 9.60 9.80 10.00
m/z 83.10 64 .45%
2 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R RARRE R RS Ry
a1 9.40 9.60 9.80 10.00
5000 111 m/z 97.10 57.77%
26 139154 182 210 233 266 204
wﬁmﬁmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27081: Cyclopentane, 1-butyl-2-ethyl- e R EmmaT
69 9.40 9.60 9.80 10.00
m/z 41.10 56.34%
5000 41
111
‘ 84 ‘ 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown9.75 Concentration Rank 8

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

9.75 5.92 ng 429804 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.5-diisopropvl-2.3... 196 C14H28 1000149-58-8 35
2 1.2-Dodecanediol 202 C12H2602 001119-87-5 27
3 (2.4.6-Trimethvlcvclohexvl) meth... 156 C10H200 013702-56-2 22
4 2-Pentene. 3-ethvl-4.4-dimethvl- 126 C9H18 053907-59-8 18
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 18

Abundance Scan 1303 (9.751 min): BF104319.D (-1300) (-) m/z 193.20 100.00%
193
5000
9.40 9.60 9.80 10.00
208 224 m/z 69.10  99.60%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #58325: Cyclohexane, 1,5-diisopropyl-2,3-dimethyl-
97
a1 > 69 oo
5000 RS SRR R AR B
9.40 9.60 9.80 10.00
27 109 153 m/z 97.10 99.14%
‘\‘ H 125 137 Il 196
m/z--> 20 40 60 80 160 150 150 160 180 200 250
Abundance
55 69 83 97
3 040 9.60 9.80 10.00
0
5000 - 171 m/z 55.10 80.21%
111
15 125138 152
m/z--> 25 4b 65 85 160 150 150 160 180 260 250
Abundance #28334: (2,4,6-Trimethylcyclohexyl) methanol R mE T o R
69 9.40 9.60 9.80 10.00
m/z 41.10 73.90%
5000 4 5 123
96 109
m/z--> 200 40 60 80 100 120 140 160 180 200 220 940 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

'10.10 3.84ng 279205  Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 52
2 Triacontane 422 C30H62 000638-68-6 47
3 Sulfurous acid. 2-ethvlhexvl tet... 390 C22H4603S

1000309-19-7 43

4 Tritetracontane 605 C43H88 007098-21-7 43
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 38
Abundance Scan 1362 (10.098 min): BF104319.D (-1360) (-) m/z 57.10 100.00%
57
85
5000
e B EEa maa
9.80 10.00 10.20 10.40
m/z 71.10 92.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LIS L L L L L L L L LB
9.80 10.00 10.20 10.40
m/z 43.10 76 .55%
113
\“ 183 211 239 267 296
T T e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R
9.80 10.00 10.20 10.40
5000 85 m/z 85.10 61.16%
113 14
29 169 197 225 253 281 309 337 365 393 422
e s e S e e A S
m/z--> 50 100 150 200 250 300 350 400
Abundance #207560: Sulfurous acid, 2-ethylhexyl tetradecy! ester A RAREE EEE e
57 9.80 10.00 10.20 10.40
m/z 41.10 36.88%
5000
a5 113
29
B | 141 168 197
e e R
m/z--> 50 100 150 200 250 300 350 400 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.25 6.03 ng 437920 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_1Tundeca-3... 222 C13H1803 070412-52-1 53
2 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 53
3 Pvridine. 1.2.3.6-tetrahvdro-1-(... 153 C9H15NO 057150-46-6 50
4 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 154559-38-3 47
5 4-Nitrophenyl bicyclo[4.1.0]hept... 261 C14H15NO4 328938-65-4 47
Abundance Scan 1388 (10.251 min): BF104319.D (-1385) (-) m/z 123.10 100.00%
5000
41 55 69 g1 9 109
207
137 NN BN SRR B
222 10.00 10.20 10.40 10.60
151
169161193 238 m/z 109.10  36.99%
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 LR UL BN RS B
109 -~ 10.00 10.20 10,40 10.60
o 137 m/z 95.10 36.10%
165
B R i N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123 208
10.00 10.20 10,40 10.60
5000 m/z 69.10 33.75%
41 55 69
g3 27109 137
27 151 165 180 193
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26591: Pyridine, 1,2,3,6-tetrahydro-1-(1-oxobutyl)- R RERREES RS
123 10.00 10.20 10.40 10.60
m/z 81.10 31.69%
5000 43
55 81 152
95
Ll ‘u\ \‘H | 109 13\7
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.50 8.39 ng 609927 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Undecane 156 C11H24 001120-21-4 87
3 Decane. 5-propvl- 184 C13H28 017312-62-8 72
4 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 70
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 68
Abundance Scan 1430 (10.498 min): BF104319.D (-1427) (-) m/z 57.10 100.00%
g7
85
RN BN U
113 10.20 10.40 10.60 10.80
169
3l ‘ |l A P deenrse . m/z 71.10 56.53%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 RN BN
85 10.20 10.40 10.60 10.80
m/z 43.10 45_34%
29 | || 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10,40 10,60 10.80
5000 m/z 85.10 28 .45%
29 85
113 156
m/z--> " 50 100 150 200 250 300 350
Abundance #48838: Decane, 5-propyl- B e EmaE e
57 10.20 10.40 10.60 10.80
m/z 41.10 20.43%
- i va/\w,\
29
112 140
||J|||||I|J|||\|||||1u84|. ———r T R B RAREE RS
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tridecane, 5-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.77 39.61 ng 1648990 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 91
2 Decane. 5-propvl- 184 C13H28 017312-62-8 80
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 78
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 64

Abundance Scan 1476 (10.769 min): BF104319.D (-1472) (-) m/z 57.10 100.00%

57 71

5000

99 113 T I TT 1T I TTTT I UL I L I T
10.40 10.60 10.80 11.00
o 127141 155169183197 212225 244

m/z 71.10 86.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83031: Tridecane, 5-propyl-
57

43 71

5000 e Al AREAR
10. 40 10. 60 10 80 11.00

85 m/z 43.10 53.28%

99 112
0, | ‘ | 127141154168 183197 226
T T T [ T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
a3 1 e —
10.40 10.60 10.80 11.00
5000 a5 m/z 85.10 32.78%
29
112
99~ €126140,5, 184
LA B ol e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethy!- o m T
57 10. 40 10. 60 10 80 11. 00
71 m/z 41.10 23.95%

43
5000
85
113

J L “ Il w 4 \ 127141155169 | 197211225239253268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.24 48.22 ng 2007140 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
5 Heneicosane 296 C21H44 000629-94-7 78
Abundance Scan 1556 (11.239 min): BF104319.D (-1552) (-) m/z 57.10 100.00%
57
5000 85
141 183 11.00 11.20 11.40 11.60
o3 L] J.L. o 210234253274 m/z 71.10 86.90%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L B SULRLLE UL B

11.00 11.20 1140 11.60
m/z 85.10 50.42%

29
2 h I i ‘Jlﬁ3“141 169 107 225 253 295 323 367
e
miz--> 50 100 150 200 250 300 350
Abundance
57
I
o 11.00 11.20 11.40 11.60
5000 > m/z 43.10 46.32%
29
13 m 197
I o o I
miz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- Rm e R
57 11.00 11.20 11.40 11.60
m/z 41.10 23.66%
5000 85
113
‘ ’ | )7, 141 183 211 239 267 296
N .
miz--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2-Bromotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.59 11.06 ng 460348 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
3 Octadecane. 4-methvl- 268 C19H40 010544-95-3 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 1616 (11.592 min): BF104319.D (-1613) (-) m/z 57.10 100.00%

5000

11.20 11.40 11.60 11.80 12.00

155169183 210225241 260 281

o m/z 71.10 97 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124147: 2-Bromotetradecane
57
71
43
85
5000 LA B L L L L L L L LB
11. 20 11. 40 11. 60 11. 80 12. 00
m/z 43.10 63.09%
29 ‘ jgl 3127141 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R e e RS R
29 71 11.20 11.40 11.60 11.80 12.00
5000 85 m/z 85.10 61.40%
182

99
13127141 168 | 197211225240 266

wmwwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117642: Octadecane, 4-methyl- T
43 11.20 11.40 11.60 11.80 12.00
m/z 99.10 21.43%

?

5000

a1
~
~
=

85
L J | ??11&07Lu1&ﬂ69 196211°2° 239253268

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104319.D

Aca On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample : J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Strychnidin-10-one, 2,3-dim... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .47 5.34 ng 214231 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Strvchnidin-10-one. 2.3-dimethox. ..
2 3-Acetvl-1-(3.4-dimethoxvphenvl). ..
3 Ferrocene., 1.17.3.3"-tetrakis(1....
4 Silane. diphenvl(4-biphenvlioxv)p. ..
5 Pregnane-3,17,20-triol, cyclic 1...

410 C23H26N205
410 C23H26N205
410 C26H42Fe

410 C27H2602Si
428 C27H45B03

017301-81-4 58
090140-65-1 53
001317-17-5 50
1000367-49-5 28
030882-57-6 9

m/z 410.30 100.00%

14.20 14.40 14.60 14.80

m/z 57.10 73 .79%

T T T
14.20 14.40 14.60 14.80

m/z 395.30 31.93%

14.20 14.40 14.60 14.80

m/z 411.30 30.28%

14.20 14.40 14.60 14.80

Abundance Scan 2105 (14.468 min): BF104319.D (-2103) (-)
410
57
5000
162 190
| | 78103130, | | | 210247 279 307 335 370
L A e B e e A e o e .
m/z--> 50 100 150 200 250 300 350 400
Abundance #215621: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410
5000 363
203 208 256 280 308 335
m/z--> 50 100 150 200 250 300 350 400
Abundance
410
5000 367
326
43 165 190 273
T T T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215860: Ferrocene, 1,1',3,3-tetrakis(1,1-dimethylethyl)-
410
5000
266 338
29 56 105 134 162 198 233 266 308 °°° 380
T T T T T .
m/z--> 50 100 150 200 250 300 350 400

m/z 190.15 19.69%

14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
Data File : BF104319.D

Acq On : 6 Apr 2018 21:30

Operator : JU/SJ

Sample - J2231-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 4.4 ng 166090 1 6.80 752848 20.0
unknown6 .57 6.57 87.3 ng 3285420 1 6.80 752848 20.0
Decahydro-4,4,8,9. .. 9.24 2.7 ng 195260 3 9.84 1453230 20.0
Phenol, 2,6-bis(l... 9.50 3.0 ng 215182 3 9.84 1453230 20.0
unknown9.71 9.71 5.0 ng 359472 3 9.84 1453230 20.0
unknown9.75 9.75 5.9 ng 429804 3 9.84 1453230 20.0
Heptadecane, 2,6,... 10.10 3.8 ng 279295 3 9.84 1453230 20.0
2,11-Dioxabicyclo... 10.25 6.0 ng 437920 3 9.84 1453230 20.0
Heptacosane 10.50 8.4 ng 609927 3 9.84 1453230 20.0
Tridecane, 5-propyl- 10.77 39.6 ng 1648990 4 11.33 832567 20.0
Hexacosane 11.24 48.2 ng 2007140 4 11.33 832567 20.0
2-Bromotetradecane 11.59 11.1 ng 460348 4 11.33 832567 20.0
Strychnidin-10-on... 14.47 5.3 ng 214231 5 13.97 802884 20.0
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