LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103031.D
Acq On : 15 Feb 2018 21:26 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : J1536-04 COMPOSITE-B-20180151
ALS Vial : 23 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:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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
1 2.151 5 11 17 rVB 774085 1003457 29.27% 3.315%
2 5.110 511 514 520 rVB 72114 82730 2.41% 0.273%
3 5.498 576 580 584 rBV 3446760 3427750 100.00% 11.322%
4 6.510 747 752 762 rBV 3274107 3420541 99.79% 11.298%
5 6.645 771 775 779 rBV 3404307 3383063 98.70% 11.175%
6 6.875 811 814 818 rBV 1169141 970152 28.30% 3.205%
7 7.034 837 841 844 rBV 3005189 2540407 74.11% 8.391%
8 7.439 905 910 913 rBV 2293112 2038180 59.46% 6.732%
9 8.157 1029 1032 1036 rBV 1364829 1278036 37.28% 4.221%
10 9.233 1211 1215 1218 rBV 3589925 3073344 89.66% 10.152%
11 9.304 1224 1227 1230 rVB 62798 49940 1.46% 0.165%

12 9.622 1277 1281 1289 rBV 241079 243880 7.11% 0.806%
13 9.833 1314 1317 1321 rVB 127379 105112 3.07% 0.347%
14 9.916 1327 1331 1339 rVB 1567752 1328094 38.75% 4_387%
15 10.333 1400 1402 1405 rVB 143578 102023 2.98% 0.337%

16 10.551 1432 1439 1442 rBV 37013 45974 1.34% 0.152%
17 10.704 1461 1465 1472 rBV 1727431 1568493 45.76% 5.181%
18 10.810 1480 1483 1492 rVB 120897 139399 4_.07% 0.460%
19 11.257 1556 1559 1561 rBV 77613 65284 1.90% 0.216%
20 11.404 1580 1584 1588 rBV 1288571 1116568 32.57% 3.688%

21 12.798 1817 1821 1824 rBV 44464 37842 1.10% 0.125%
22 12.986 1849 1853 1856 rBV 2344265 2015686 58.80% 6.658%
23 13.868 2000 2003 2012 rBV 417002 403273 11.76% 1.332%
24 14.045 2029 2033 2037 rBvV 957185 897351 26.18% 2.964%
25 14.504 2107 2111 2116 rBV5 38766 62145 1.81% 0.205%

26 14.880 2172 2175 2178 rBV 82899 82268 2.40% 0.272%
27 15.527 2280 2285 2293 rVB 602217 793521 23.15% 2.621%

Sum of corrected areas: 30274513
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF021518\

BF103031.D

15 Feb 2018 21:26

SJ3/JU

J1536-04 COMPOSITE-B-20180151
23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103031.D

Acq On - 15 Feb 2018 21:26

Operator : SJ/JU

ﬁ?ggle - J1536-04 COMPOSITE-B-20180151
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.15 20.69 ng 1003460 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 11 (2.151 min): BF103031.D (-5) (-) m/z 73.00 100.00%
7B
5000 43 /\
» 87 S —
37| o5 95 2.20 2.30 2.40 2.50 2.60
o SRS " S ORI S0 1A - — m/z 42.95 44_08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U AN LA R U U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.47%
I
mz-> 20 30 40 s'o 60 70 8 90 100 110 120 130
Abundance
73
87 A RN R U U U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.00 24._.92%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- AR A RAama s
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.72%
5000 43
58
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' HAAE RN RN AR AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103031.D

Acq On - 15 Feb 2018 21:26

Operator : SJ/JU

ﬁ?ggle - J1536-04 COMPOSITE-B-20180151
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 unknown6.65 Concentration Rank 1

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

6.65 69.74 ng 3383060 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103031.D (-771) (-) m/z 132.00 100.00%
5000 68
40 | % ‘ 640 6.60 6.80 7.00
54 75 104 : : .
o M i 1 AR -/ A M - [ N m/z 68.00 37.51%
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 IR S R R
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.49%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 640 6.60 6.80 7.00
5000 m/z 66.00 25.36%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R T A mamas e
132 6.40 6.60 6.80 7.00
m/z 69.00 14 .45%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 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 : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103031.D

Acq On - 15 Feb 2018 21:26

Operator : SJ/JU

ﬁ?ggle - J1536-04 COMPOSITE-B-20180151
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.50 ng 139399 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 1483 (10.810 min): BF103031.D (-1480) (-) m/z 57.00 100.00%
57
5000
00 10140 10/60 1080 1100 1120
o o m/z 43.05 60.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane
57
5000 AR AR R SR
10.40 10.60 10.80 11.00 11.20
m/z 71.05 59.36%
o2 1% 141 183 205 267 323 380
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 40.36%

21 99 141 183 226

U
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane R A REREE Sl oo
57 10.40 10.60 10.80 11.00 11.20
m/z 40.95 28.01%
5000
97
0 B 141 183 225 267 309 351 393 432463 505 561591
R R B B B A SR A S AL I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10. 40 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103031.D

Acq On - 15 Feb 2018 21:26

Operator : SJ/JU

ﬁ?ggle - J1536-04 COMPOSITE-B-20180151
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.99 ng 403273 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2003 (13.868 min): BF103031.D (-2000) (-) m/z 57.00 100.00%
97 83
R R S —
139 13.60 13.80 14.00 14.20
- ,H LIPasr 100 om0 s el G 99" 18
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
5000 SR AR SUNRILE SR B
29 13.60 13.80 14.00 14.20
‘ 125 m/z 43.00 86.88%
ol L1 .M ,\H\,‘M‘I L e3ier s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 L
83 SR AR SUNRILE SRR B
13.60 13.80 14.00 14.20
5000 111 m/z 83.00 84 .84%
29 139 189 210 255 406
O T e e S T S o Tt
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57 13.60 13.80 14.00 14.20
97 m/z 97.00 72 .26%
5000
29 125
IR0 E I T S S S GO
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103031.D

Acq On - 15 Feb 2018 21:26

Operator : SJ/JU

ﬁ?ggle - J1536-04 COMPOSITE-B-20180151
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.88 2.07 ng 82268 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Squalene 410 C30H50 000111-02-4 86
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 64
Abundance Scan 2175 (14.880 min): BF103031.D (-2172) (-) m/z 69.00 100.00%
69
41 S
9 137 14.60 14.80 15.00 15.20
182 376
oLl L JO0RE, 219 245 271 827 39690 404 | h77 81.00  57.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LR BN UL U AR
14.60 14.80 15.00 15.20
41 o 137 m/z 41.05 24 _.26%
o ’ w b p 1 337 ] 163 191 217 245 273 299 341 367 410
L TT T L L LN LN UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,60 14.80 15.00 1520
5000 4 m/z 95.00 12 ._.75%
9% 137
ol g b 417 ) J1 191217 273299 S 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L e
69 14.60 14.80 15.00 15.20
m/z 137.10 11.78%
5000 41
93
ol | o L m | 161 192 231 273 315341 384
m/z--> 50 100 150 260 250 300 350 400 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103031.D

Acq On : 15 Feb 2018 21:26

Operator : SJ/JU

3?22'6 - J1536-04 COMPOSITE-B-20180151
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.15 20.7 ng 1003460 1 6.87 970152 20.0
unknown6 .65 6.65 69.7 ng 3383060 1 6.87 970152 20.0
Heptacosane 10.81 2.5 ng 139399 4 11.40 1116570 20.0
1-Docosene 13.87 9.0 ng 403273 5 14.04 897351 20.0
Supraene 14.88 2.1 ng 82268 6 15.53 793521 20.0
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