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

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\HPCHEM1I\BNA F\DATA\BF042718\

BF104902.D

28 Apr 2018 00:39
JuUssJ

J2590-02

24 Sample Multiplier: 1
Parameters: rteint.p
RTE

ON

1

0.2

0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

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.
# min scan scan scan TY heiaht area % max.
1 5.010 492 497 508 rBV 84308 115105 4.61%
2 5.422 562 567 582 rBY 2068315 2175031 87.10%
3 6.445 736 741 758 rBVY 2030513 2201576 88.16%
4 6.575 758 763 766 rBVY 2315269 2245325 89.92%
5 6.798 797 801 805 rBV 694549 541996 21.70%
6 6.957 823 828 831 rBVY 1940812 1796086 71.93%
7 7.369 893 898 908 rBVY 1295505 1354172 54.23%
8 8.081 1016 1019 1036 rBV 667605 688449 27.57%
9 9.157 1198 1202 1212 rBV 2748478 2497139 100.00%
10 9.551 1265 1269 1276 rBV 224866 218333 8.74%
11 9.763 1301 1305 1308 rBV 56371 47276 1.89%
12 9.839 1314 1318 1327 rBV 809633 690556 27 .65%
13 10.263 1387 1390 1392 rVB 71520 60416 2.42%
14 10.480 1421 1427 1430 rBvV 24642 33671 1.35%
15 10.633 1449 1453 1462 rBV 1345316 1298152 51.99%
16 10.733 1467 1470 1475 rBvV 81442 82881 3.32%
17 11.180 1543 1546 1549 rBvV 37158 33463 1.34%
18 11.327 1568 1571 1586 rBvV 595269 632717 25.34%
19 11.851 1656 1660 1667 rBvV2 29977 34266 1.37%
20 12.916 1837 1841 1845 rBV 2096396 2084650 83.48%
21 13.804 1989 1992 1996 rBV 83293 93270 3.74%
22 13.839 1996 1998 2004 rVB 29808 35553 1.42%
23 13.980 2018 2022 2031 rBV 638187 608538 24.37%
24 14.598 2124 2127 2130 rBV 58289 56626 2.27%
25 14.727 2145 2149 2154 rBV 128578 158276 6.34%
26 14.815 2160 2164 2171 rVB2 93652 125160 5.01%
27 15.451 2267 2272 2279 rBV 341026 454407 18.20%
Sum of corrected areas: 20363090

8270-BF040618.M Mon Apr 30 18:03:51 2018

% of

total

0.565%
10.681%
10.812%
11.026%
2.662%

8.820%
6.650%
3.381%
12.263%
1.072%

0.232%
3.391%
0.297%
0.165%
6.375%

0.407%
0.164%
3.107%
0.168%
10.237%

0.458%
0.175%
2.988%
0.278%
0.777%

0.615%
2.232%
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042718\
BF104902.D

28 Apr 2018 00:39

Ju/sJ

J2590-02

24 Sample Multiplier: 1

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

BF040618_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF104902.D

5.01

6.57

5.42 6.45|

6.96

6.80

7.37

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

8.08

4.00

4.50

1
2.50

3.00

3.50

16

9.84

10.26

5.00
TIC: BF104902.D

10.63

10.48|10.73

11.18

T
5.50

12.92

11.33

11.85

Or——
Time-->
Abundance
2500000
2000000
1500000

1000000

500000

13.98

15.45

L

10.50 11.00
TIC: BF104902.D

A
LI LI B

11.50 12.00
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13.50

Time-->

8270-BF040618.
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14.50 15.00

15.50 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104902.D

Aca On : 28 Apr 2018 00:39

Operator : JU/SJ

Sample = J2590-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.01 4.25 ng 115105 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 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 497 (5.010 min): BF104902.D (-492) (-) m/z 43.00 100.00%
a3
59
5000
101 SRR A LR
| 83 4.60 4.80 5.00 5.20 5.40
| | ..~ N m/z 59.10 63.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
5000 SR UL SRR
4.60 4.80 5.00 5.20 5.40
59 o1 m/z 101.00 22.86%
o 2134 | 51 | 67 8 a1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 16.66%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R A REEe R R e
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.36%
5000
101
o 15 3 50% 6o g5 | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 540

8270-BF040618 .M Mon Apr 30 18:03:52 2018

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104902.D

Aca On : 28 Apr 2018 00:39

Operator : JU/SJ

Sample = J2590-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 2 unknown6.57 Concentration Rank 1

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

6.57 82.85 ng 2245330 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 762 (6.569 min): BF104902.D (-758) (-) m/z 132.00 100.00%
5000 68
6 rrrrTyrTrTrrT T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o.,....,....-:'!.‘.‘.7,::..?.1...|,..':.,..?‘?,....,.':..,.1.1?.,....,'...,.. m/z 68.10 40.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
5000 67 - ----|4---¥- T T T
a1 o7 620 640 6.60 6.80 7.00
53 - 117 m/z 134.00 32.38%
0 34 60 89 105 124
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.38%
33 am g7 105
51 60 70 78 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 !
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile s L e e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.11%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 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\BF042718\
Data File : BF104902.D

Aca On : 28 Apr 2018 00:39

Operator : JU/SJ

Sample = J2590-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 4 Decane, 2,3,5-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.62 ng 82881 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 78
4 Heneicosane 296 C21H44 000629-94-7 72
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 1469 (10.727 min): BF104902.D (-1467) (-) m/z 57.05 100.00%
5000
10.40 10.60 10.80 11.00
o} m/z 43.10 70.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
71
5000 85 RN UL UL UL IR
10.40 10.60 10.80 11.00
m/z 71.05 68.52%
29 99 141
0 113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 RN A BN IS
71 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 45 _40%
o 113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43 10.40 10.60 10.80 11.00
57 m/z 41.00 37.10%
71
5000 85
o 29 ‘L “ ‘ ?\ 113127141 155168 197 231 261
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\BF042718\
Data File : BF104902.D

Aca On : 28 Apr 2018 00:39

Operator : JU/SJ

Sample = J2590-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Trifluoroacetoxy hexadecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.80 3.07 ng 93270 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 76
2 1-Heneicosanol 312 C21H440 015594-90-8 76
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 70
4 n-Nonadecanol-1 284 C19H400 001454-84-8 70
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 68

Abundance Scan 1991 (13.798 min): BF104902.D (-1989) (-) m/z 57.05 100.00%
7 8
5000 111 uw%vﬂhwmxrmvA\JJ\W”HA\MMM
3 153 179 207 229 13.40 13.60 13.80 14.00 14.20
o! et v "m/z 83.00 97.89%
m/z--> 50 100 150 200 250 300 350
Abundance
57
97
5000 R R DAL R B
nmnmnmmmmw
29 125 m/z 43.10 83.84%
0 79 154 196 224 251269 320
m/z--> éo 160 1éo 260 250 360 350
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 69.00 81.29%
29
0 - U 23 200 ™ NWwVVQTTNMwaAVwNWMMﬂJM»%””
m/z--> éo 160 1éo 200 2%0 300 3éo
Abundance #194196: Octadecyl trifluoroacetate N e o
57 13.40 13.60 13.80 14.00 14.20
97 m/z 97.05 80.58%
5000
- 125
0 N ‘ N 1 ﬁ J 154 182 224 252 279297 328 348
m/z--> % mo 1m mo 2m mo 3m nmnmnmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104902.D

Aca On : 28 Apr 2018 00:39

Operator : JU/SJ

Sample = J2590-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.73  6.97ng 158276 Perylene-di2 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-octadecenamide. (2)- 281 CI8H3SNO 000301-02-0 86

2 1-Phenvl-9-thioureido-3.6-diazah... 302 C16H22N4S 153464-71-2 50
3 Octadecanamide 283 C18H37NO 000124-26-5 47
4 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 35
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 27
Abundance Scan 2149 (14.727 min): BF104902.D (-2145) (-) m/z 59.00 100.00%
5000 ﬁ\ﬂ
I

n
LI I B O

14.40 14.60 14.80 15.00

149166184 207225 249 277294 320337

0! m/z 72.00 84 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
5000 41
14.40 14.60 14.80 15.00
a1 m/z 55.00 48 .86%
o1 9% 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
72
T T
14.40 14.60 14.80 15.00
5000 m/z 41.10 30.51%
302
91 112 170 227
o 129 148 202 244 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #130205: Octadecanamide e B B e e A
59 14.40 14.60 14.80 15.00
m/z 69.10 30.20%
5000
4
s L8 T a0 e 20 283
Ot et e P e e e e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 40 14. 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104902.D

Aca On : 28 Apr 2018 00:39

Operator : JU/SJ

Sample = J2590-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .82 5.51 ng 125160 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 62
2 Saualene 410 C30H50 000111-02-4 58
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 49
4 6.11-Dimethvl-2.6.10-dodecatrien... 208 C14H240 1000196-53-3 49
5 trans-Farnesol 222 C15H260 000106-28-5 49
Abundance Scan 2165 (14.821 min): BF104902.D (-2160) (-) m/z 149.00 100.00%
149
69
5000
“ s 12 1460 14.80 15.00 15.20
181 205225 249 282 307 : : :
0 m/z 69.05 55.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
5000 LRI SRS SR SUNRUL IR
14.60 14.80 15.00 15.20
41 m/z 167 .00 35.34%
95 137
o 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14.80 15.00 15.20
5000 m/z 81.00 27 .22%
41
95 137
0 117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol RS EmmEs o L
69 14.60 14.80 15.00 15.20
m/z 43.10 19.96%
5000
41
137
oL, J luws  Ses —
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042718\
Data File : BF104902.D

Acq On : 28 Apr 2018 00:39

Operator : JU/SJ

Sample - J2590-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
Quant Title : 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... 5.01 4.3 ng 115105 1 6.80 541996 20.0
unknown6 .57 6.57 82.8 ng 2245330 1 6.80 541996 20.0
Decane, 2,3,5-tri... 10.73 2.6 ng 82881 4 11.33 632717 20.0
Trifluoroacetoxy ... 13.80 3.1 ng 93270 5 13.98 608538 20.0
9-Octadecenamide, ... 14.73 7.0 ng 158276 6 15.45 454407 20.0
Supraene 14.82 5.5 ng 125160 6 15.45 454407 20.0
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