LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?2?;'6 - J2086-01 RS-124023-124035

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-BF032818.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 2.287 29 34 44 rVB 85680 119465 4.08% 0.460%
2 5.210 528 531 544 rBV 61621 98217 3.35% 0.378%
3 5.598 594 597 624 rBVY 1450607 2485061 84.81% 9.559%
4 6.598 763 767 787 rBVY 1523128 2634957 89.93% 10.136%
5 6.739 787 791 826 rVV 2183579 2930122 100.00% 11.271%
6 6.963 826 829 846 rVvVv 454021 668160 22.80% 2.570%
7 7.122 852 856 881 rVB 1816318 2122143 72.43% 8.163%
8 7.528 921 925 948 rBVY 1092226 1662890 56.75% 6.397%
9 8.245 1044 1047 1058 rBV 771433 916093 31.26% 3.524%
10 8.857 1148 1151 1153 rBvV2 56034 63182 2.16% 0.243%
11 9.010 1174 1177 1180 rBv4 38169 45915 1.57% 0.177%
12 9.063 1184 1186 1190 rBv4 90014 97513 3.33% 0.375%
13 9.233 1212 1215 1216 rBvV2 93235 76030 2.59% 0.292%

14 9.322 1225 1230 1238 rBV 2395315 2841462 96.97% 10.930%
15 9.386 1238 1241 1245 rVvVv2 253323 307770 10.50% 1.184%

16 9.704 1292 1295 1299 rBV2 1003231 1045284 35.67% 4.021%
17 9.763 1303 1305 1308 rVvB4 192924 206954 7.06% 0.796%
18 9.863 1319 1322 1324 rBV2 695373 675640 23.06% 2.599%
19 9.910 1327 1330 1333 rVB 1158215 1061044 36.21% 4.082%
20 9.951 1335 1337 1338 rBvV 260333 203319 6.94% 0.782%

21 9.992 1340 1344 1345 rBvV2 715209 877640 29.95% 3.376%
22 10.416 1413 1416 1418 rBV 928920 812629 27.73% 3.126%
23 10.916 1499 1501 1504 rVB 764448 692219 23.62% 2.663%
24 13.092 1868 1871 1876 rVB 1595072 1580951 53.96% 6.081%
25 13.957 2015 2018 2024 rVB 269265 246297 8.41% 0.947%

26 14.157 2048 2052 2062 rVB 662840 785995 26.82% 3.024%
27 14.992 2191 2194 2198 rVB 131989 152691 5.21% 0.587%
28 15.698 2310 2314 2326 rVB 362993 586434 20.01% 2.256%

Sum of corrected areas: 25996077
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16

Operator : JU/SJ

ﬁ?ggle i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104021.D

4000000

3000000

6.74

2000000 7.12

5.60 6.60

7.53
1000000

0

T
5.00

TIC: BF104021.D

Time-->
Abundance

10.92

4000000

3000000

2000000

1000000

0

13.50

12.50 13.00

12.00

11.50

10.50 11.00
TIC: BF104021.D

Time--> 9.50 10.00

Abundance

4000000
3000000

2000000

14.16

13.96 15.70
14.99

16.00

1000000

0
Time-->

19.00

18.50

18.00

17.00 17.50

16.50

15.50

14.50 15.00

14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104021.D

Aca On : 28 Mar 2018 20:16

Operator : JU/SJ

Sample = J2086-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 12

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

2.29 3.58 ng 119465 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 86
2 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 33
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 10

Abundance Scan 35 (2.293 min): BF104021.D (-29) (-) m/z 73.10 100.00%
(<}
5000 A
43 55 87 JN
67 | 220 2.40 260
-+ttt m/z 43.00 30.79%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L L I L
43 220 2.40 260
55 87 m/z 87.00 26.77%
0 ‘2? 35 \‘ ‘ 67 || 80
'I""P"'I”"I"”I"'W""I”"I"”I'"W""I”
m/z--> 20 40 50 70 80 90 100 110 120
Abundance
73
220 240 260
5000 59 m/z 55.00 25.35%
87
43
29 53 67 102
L U I S LS SRS UL UL I B B
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl-
5 78 220 240 2.60
m/z 41.05 12.00%
5000
43
O 8y y e | e e us
m/z--> 20 40 50 70 80 90 100 110 120 220 240 2.60

8270-BF032818.M Thu Mar 29 16:27:47 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16

Operator : JU/SJ

ﬁ?ggle i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 13

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

5.21 2.94 ng 98217 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 50
2 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 25
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 531 (5.210 min): BF104021.D (-528) (-) m/z 43.00 100.00%
43
59
5000
101 ]
| 83 4.80 5.00 5.20 5.40 5.60
N 4 MDY . B L NN m/z 59.00 61.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR R LR
4.80 5.00 5.20 5.40 5.60
m/z 101.00 23.90%
31 83 g3 101
0'“|“'w'“Wﬂ'“T“'w'”'w"w'“'w””l”'wh“'w'“l“'w'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 500 520 540 5.60
5000 m/z 58.00 16.13%
27 41
0 83 101
o 15 51 91 112 129
wwm‘mmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8344: 3-Hexanol, 4-methyl- e T
59 480 5.00 5.20 5.40 5.60
m/z 40.95 8.54%
5000 41
31
H 69 87
0"'P%?'P'*hl”"“H”'?%Jwi"'ﬂh"'I'”'I"?ﬁ""P"'I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16

Operator : JU/SJ

ﬁ?ggle i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.74 Concentration Rank 1

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

6.74 87.71 ng 2930120 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 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 791 (6.739 min): BF104021.D (-787) (-) m/z 132.00 100.00%
5000 68 &
6
40 ,, 54 75 104 6.40 6.60 6.80 7.00
Obrrer e AT 0 OLUL P a7 LT us W m/z 68.10  38.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 33.16%
o ..“...,....,?ﬁnl....,...?R...,....“..é?....,}P?q....,%??., AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 104 6.40 6.60 6.80 7.00
5000 m/z 65.95 23.50%
31 4 51 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.40 6.60 6.80 7.00
m/z 96.00 15.02%
5000
Jas 28 3 52 77 90 14 5 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16

Operator : JU/SJ

ﬁ?ggle i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14

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

9.06 2.13 ng 97513 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 93
2 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 83
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 70
4 Benzene. 1-(l1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 64
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 60

Abundance Scan 1186 (9.063 min): BF104021.D (-1184) (-) m/z 145.10 100.00%
118 14
5000
177 494 8.80 9.00 9.20 9.40
o} m/z 118.05 94 _17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
5000
160 8.80 9.00 9.20 9.40
o 128 m/z 160.10 71.08%
15 28 39 51 g5 7 ‘ 103
o) M- |.‘l‘..‘|‘..“..l‘l‘..‘.h‘luu‘..|‘U..l ..h‘..l‘.‘...luuuuluuuu|.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145
8.80 9.00 9.20 9.40
5000 160 m/z 117.00 47 .55%
91 105115 130
15 27 39 51 65 77
e L S L WL UL LI LA AL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethy!-
118 8.80 9.00 9.20 9.40
160 m/z 105.00 35.17%
145
5000
105
51 g3 77 ‘ H 128
Ouuuluuuu‘l‘.‘.‘.l‘l‘.‘.ﬁu ...|....‘luumlulmk‘...‘l‘....|....|. A AR RARE R R ma
m/z--> 20 40 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16

Operator : JU/SJ

ﬁ?ggle i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 7

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

9.39 7.01 ng 307770 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 83
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 Borinic acid. diethvl-. 3.3.5-tr... 208 C13H25B0 057387-76-5 35
4 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 27
5 Pyrimido(5,4-e)-as-triazine-5,7(... 193 C7H7N502 000084-82-2 25

Abundance Scan 1242 (9.392 min): BF104021.D (-1238) (-) m/z 193.20 100.00%
193
5000 ar % a3 | 9P
208 9.00 9.20 9.40 9.60 9.80
0 m/z 123.10 62.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95109 LA L L L L L L L L
137 9.00 9.20 9.40 9.60 9.80
m/z 69.10 57.62%
151 208
Oy '”'|'lh'“‘l'”ll'“"l""'h"h '}§?'%19""I'l"l
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
123 9.00 9.20 940 9.60 9.80
5000 m/z 95.10 55.55%
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 #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex... R e R A
123 193 9.00 9.20 9.40 9.60 9.80
m/z 55.05 52.33%
41
5000
67 83
29 ‘ 109 - 208
0|||||l‘::‘w:||‘h‘||“l||H|‘H|‘|‘g‘l‘||‘|‘||||| H 152165]:7|9|||||||||| AR B e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16

Operator : JU/SJ

ﬁ?ggle i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown9.91 Concentration Rank 3

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

9.91 24 .18 ng 1061040 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Borabicvclol3.3.11Tnonane. 9-I3... 193 C12H24BN 1000162-56-0 38
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 4H-1.3.2-Dioxaborin. 4-ethenvl-2... 208 C12H21B02 074630-04-9 27
4 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22
5 [1,1"-Biphenyl]-4-acetonitrile 193 C14H1i1N 031603-77-7 14

Abundance Scan 1330 (9.910 min): BF104021.D (-1327) (-) m/z 193.20 100.00%
193
69 97
5000
208, S50 S0 1060 1020
0 m/z 69.10 64.51%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #55457: 9-Borabicyclo[3.3.1]nonane, 9-[3-(methylamino)propyl]
193
84
56 97
5000 R R R SR DR
42 uo 3 9.60 9.80 10.00 10.20 |
68 123 150 m/z 97.10 62.41%
L 164 175
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
193
123 '9.60 9.80 10.00 10.20
5000 m/z 109.10 54 _.28%
150
95
15 27 4255 75 109 135 164 178
m/z--> 25 4b 65 85 160 120 140 1éo 180 200 250
Abundance #67667: 4H-1,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methyl-6-... I E  EREEEEEaES A
193 9.60 9.80 10.00 10.20
m/z 95.10 49 _.20%
95
5000 43
151
67
27 55 109 . 139 ‘ 181
0 ...,....,....,....?%...,....f%%.. .Jl.}??..w..ﬂ.,?qg.,... N —
m/z--> 200 40 60 80 100 120 140 160 180 200 220 9.60 9.80 1000 10.20

8270-BF032818.M Thu Mar 29 16:27:50 2018 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16

Operator : JU/SJ

ﬁ?ggle i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown9.95 Concentration Rank 11

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

9.95 4.63 ng 203319 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorobenzoic acid. undec-10-e... 292 C18H25F02 1000279-02-8 47
2 2-Cvclopenten-1-one. 2.3.4.5-tet... 138 C9H140 054458-61-6 43
3 3-Fluorobenzoic acid. 2.2-dimeth... 210 C12H15F02 204779-85-1 38
4 Ethanone. 1-(4-fluorophenvl)- 138 C8H7FO 000403-42-9 38
5 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 38

Abundance Scan 1337 (9.951 min): BF104021.D (-1335) (-) m/z 123.10 100.00%
123
5000 95 109
41 55 g7 7 159 | 193 208 ARSI SRS B
| | || " | h | | | - 9.60 9.80 10.00 10.20
oL, | N Lo .".'.'li I A ,..'.'.,:.'..,... m/z 95.10 50.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137969: 4-Fluorobenzoic acid, undec-10-enyl ester
123
5000 95 AR R LR SRS B
o ss 68 141 9.60 9.80 10.00 10.20
82 m/z 109.10 34.29%
29 H‘ H 110 ‘ 152
N m“ , ”I I
m/z--> 20 100 120 140 160 180 200 220
Abundance
123
- 9.60 9.80 10.00 10.20
5000 95 m/z 81.10 30.64%
67
27 41 55 81 110
0'}ﬁ"”l'”'l”"ﬁ"W"”I'”'I”""""”I'”'I”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69200: 3-Fluorobenzoic acid, 2,2-dimethylpropy! ester R R e
57 123 9.60 9.80 10.00 10.20
m/z 137.10 29.26%
5000 95
70 155
140
Ol et ol BT Nl,???ﬂ,l...‘...ﬂ e 210 NS M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 960 980 1000 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16

Operator : JU/SJ

ﬁ?ggle i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 2,6-Naphthalenedione, octah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.42 18.52 ng 812629 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 53
2 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 53
3 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 52
4 3-Fluorobenzoic acid. 4-tetradec... 336 C21H33F02 1000280-60-6 50
5 4-Fluorobenzoic acid, 4-tridecyl... 322 C20H31FO02 1000280-68-0 50
Abundance Scan 1417 (10.422 min): BF104021.D (-1413) (-) m/z 123.10 100.00%
123
5000 )J\)\J\ANN,uAﬁAJ\Af\A_pvu«f-v
207
41 55 69 81 95 109
|“|J 7 222 10120 1040 10160 1050
151163 185 : : : :
ok | |I| |||I wll ""'|'""|'|""|""|"""|"="|l"'2'3|7"" m/z 207.20 36.40%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #67745. 2,6 Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
123
208
5000 LR SULRLN UL SULBURN SR
41 55 69 10,20 10.40 10,60 10.80
‘ ‘ "100 | 137 m/z 109.10 33.48%
193
o) ‘ ‘M ‘\ \\HU \‘H\ \\H ””‘ I{:SIJ:]\-IGISI:\IIBO”” ||‘||||||||||||
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
123
43 ISR SURILN BN SUNRILN BN
10.20 10.40 10.60 10.80
5000 m/z 81.10 30.80%
55 67 81 % 10g 165
o 137 152 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne BEEmEEEs
123 10.20 10.40 10.60 10.80
m/z 95.10 30.02%
5000 /#\/kaWVVJJAAA/\»/x»vawVV“fa
73
AENS \\.w,l.w.. T I R
m/z--> 20 40 60 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\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16

Operator : JU/SJ

ﬁ?ggle i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Tridecane, 5-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.92 20.00 ng 692219 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
2 Octane. 2-methvl- 128 C9H20 003221-61-2 76
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 72
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72
Abundance Scan 1502 (10.922 min): BF104021.D (-1499) (-) m/z 57.10 100.00%
57 71
5000 43 VMJN_}kﬂJJVﬁNAxW»LJLJWwJ\JL
85
99 1% 17 183 10.60 10,80 11.00 11.20
141 158 244 : : : .
3 I S .!...".,.-'. bt ph 00 218 229501 260 1 sz 71,10 89.30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83031: Tridecane, 5-propyl-
57
43 71
5000 SR AU RO B
10,60 10.80 11.00 11.20
8 i m/z 43.10 51.35%
o Ll W 9917127 141154168183 197 226
m/z--> 25 ' 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
10.60 10,80 11.00 11.20
5000 57 m/z 85.10 33.02%
29 71 .
0 99 113 128
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester e A REEEEEasS
57 10.60 10.80 11.00 11.20
71 m/z 41.10 22.26%
5000 43
29 113
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104021.D

Aca On - 28 Mar 2018 20:16

Operator : JU/SJ

ﬁ?ggle i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.96 6.27 ng 246297 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 2019 (13.963 min): BF104021.D (-2015) (-) m/z 57.10 100.00%
7
5000 %
3 166 193 226 302 33 13.60 13.80 14.00 14.20
o 251 20 m/z 83.10 99.32%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55
5000 AU AR UL SRS B
29 m 13.60 13.80 14.00 14.20
m/z 69.10 94 _43%
L \H 139 167 196 224
m/z--> 50 150 260 250 300 350
Abundance
57 83
13.60 13.80 14.00 14.20
5000 11 m/z 97.10 93.16%
29
o 139 168 191210 238 266 295
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R e EEmE
13.60 13.80 14.00 14.20
83 m/z 43.10 88.72%
29
o u \h139 163182 210 237255 356
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104021.D

Aca On : 28 Mar 2018 20:16

Operator : JU/SJ

Sample = J2086-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
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

Concentration Rank 9

Peak Number 14 Supraene

Relative to ISTD

R.T. EstConc Area
14 .99 5.21 ng 152691
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 Supraene
2 Saualene
3 4.9.13.17-Tetramethvl-4.8.12.16-. ..
4 2.6.10-Dodecatrien-1-ol. 3.7.11-...
5 2,6,10-Dodecatrienoic acid, 3,7,...

410 C30H50
410 C30H50
316 C22H360
222 C15H260
250 C16H2602

007683-64-9 87
000111-02-4 83
056882-09-8 72
004602-84-0 64
003675-00-1 64

Abundance Scan 2194 (14.992 min): BF104021.D (-2191) (-) m/z 69.10 100.00%
69
5000
41 95 137 S R R
14.60 14.80 15.00 15.20 15.40
175 376
ol | w319 J 17> 203 231 260 288312337 3763% | 7o g1 10  52.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 TT T T [T T T T[T T T T[T TT T 7T
14 60 14. 80 15. OO 15 20 15. 40
41 95 137 m/z 41.10 19.43%
0 a7 163 191 217 245 273 299 341 367 410
R e A B e — T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R e EERE RS R a
14.60 14.80 15.00 15.20 15.40
so00l 4 m/z 95.10 13.73%
9% 137
0 117 161 191 217 273 299 341 367 410
T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal T
69 14.60 14.80 15.00 15.20 15.40
m/z 68.00 11.10%
5000 41
93
h 137
192
ANTENPEEENEL I TR R i
m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. OO 15 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032818\

Data File : BF104021.D

Acq On : 28 Mar 2018 20:16

Operator : JU/SJ

3?22'6 i J2086-01 RS-124023-124035
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.29 3.6 ng 119465 1 6.97 668160 20.0
2-Pentanone, 4-hy... 5.21 2.9 ng 98217 1 6.97 668160 20.0
unknown6 .74 6.74 87.7 ng 2930120 1 6.97 668160 20.0
Naphthalene, 1,2,... 9.06 2.1 ng 97513 2 8.25 916093 20.0
Decahydro-4,4,8,9... 9.39 7.0 ng 307770 3 10.01 877640 20.0
unknown9.91 9.91 24_.2 ng 1061040 3 10.01 877640 20.0
unknown9 .95 9.95 4.6 ng 203319 3 10.01 877640 20.0
2,6-Naphthalenedi... 10.42 18.5 ng 812629 3 10.01 877640 20.0
Tridecane, 5-propyl- 10.92 20.0 ng 692219 4 11.52 692219 20.0
Cyclohexadecane 13.96 6.3 ng 246297 5 14.16 785995 20.0
Supraene 14.99 5.2 ng 152691 6 15.70 586434 20.0
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