LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103029.D

Acq On : 15 Feb 2018 20:31

Operator : SJ/JU

Sample - J1558-01

Misc :

ALS Vial : 21 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 2.157 6 12 24 rVB 909109 1268132 33.84% 3.788%
2 5.116 511 515 525 rVB 88144 117514 3.14% 0.351%
3 5.504 576 581 584 rBV 3741380 3747131 100.00% 11.194%
4 6.510 747 752 755 rBV 3379313 3735801 99.70% 11.160%
5 6.651 771 776 779 rBV 3827265 3681625 98.25% 10.998%
6 6.875 811 814 818 rBV 1146683 1001786 26.73% 2.993%
7 7.033 837 841 845 rBV 3202535 2866620 76.50% 8.563%
8 7.439 905 910 913 rBV 2280053 2258093 60.26% 6.745%
9 7.522 920 924 930 rVB 30792 40523 1.08% 0.121%
10 8.163 1029 1033 1036 rBV 1453851 1299858 34.69% 3.883%

11 9.233 1211 1215 1218 rBV 3993694 3555401 94.88% 10.621%
12 9.304 1224 1227 1230 rVB 72379 55555 1.48% 0.166%
13 9.622 1278 1281 1284 rBV 210456 207745 5.54% 0.621%
14 9.833 1314 1317 1321 rVB 146414 119288 3.18% 0.356%
15 9.916 1327 1331 1338 rVB2 1486222 1319911 35.22% 3.943%

16 10.333 1400 1402 1405 rVB 162533 123275 3.29% 0.368%
17 10.557 1434 1440 1442 rBV 45380 56284 1.50% 0.168%
18 10.704 1462 1465 1474 rVB 1723920 1728855 46.14% 5.164%
19 10.810 1480 1483 1488 rBV 157227 163824 4._.37% 0.489%

20 11.257 1556 1559 1561 rBV 106177 79244 2.11% 0.237%
21 11.286 1561 1564 1571 rVB 39188 42301 1.13% 0.126%
22 11.404 1580 1584 1588 rBV 1245175 1073671 28.65% 3.207%
23 11.680 1629 1631 1634 rBV 53299 43322 1.16% 0.129%

24 12.986 1849 1853 1857 rBV 2476319 2455695 65.54% 7.336%
25 13.868 2000 2003 2012 rBV 468529 467977 12.49% 1.398%

26 14.045 2029 2033 2040 rBV2 975941 907419 24.22% 2.711%
27 14.139 2046 2049 2051 rBV 51956 53932 1.44% 0.161%
28 14.504 2108 2111 2114 rBV4 45200 60706 1.62% 0.181%
29 14.880 2172 2175 2179 rVB 177623 167181 4._46% 0.499%
30 15.527 2281 2285 2293 rVB 578567 777242 20.74% 2.322%

Sum of corrected areas: 33475911
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103029.D

Acq On : 15 Feb 2018 20:31

Operator : SJ/JU

Sample - J1558-01

Misc :

ALS Vial : 21 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

Ab TIC: BF103029.D

4865865 e o6

6.51
7.03
3000000
7.44
2000000
6.87

1000000{2.16
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Ab TIC: BF103029.D

H586856, s

3000000

12.99
2000000
10.70
8.16 9.92
11.40
1000000
9.62
E&O 562 08 10. 3310 56081 112 11 68
O e A

Time-->  8.00 8.50 9.00 9.50 10.00 mm nm nm 12.00 12.50 13.00 mm
AbXé‘H&S}?& TIC: BF103029.D

3000000

2000000

14.04
1000000 11 53
-7 77—

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103029.D

Acq On : 15 Feb 2018 20:31

Operator : SJ/JU

Sample - J1558-01

Misc :

ALS Vial : 21 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.

216 25.32ng 1268130  1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
ilane, tetramethyl- 88 C4H12Si 000075-76-3 35
,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 12 (2.157 min): BF103029.D (-6) (-) m/z 73.00 100.00%

73
5000 43
55 87

36| 65 95 220 2.30 2.40 2.50 2.60
0"'I""I'"'I""Ill'l"l"""l'"'Il'l"I""I""I""I""I""|"" m/z 43.00 41 .49Y%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

2.20 2.30 2.40 2.50 2.60

5 87 m/z 55.00 32.84%
‘\ \‘ |, 80
0.”,””,”.w”.w.”.“”.“.”“.”,””,”.w”.w.”.“”.“.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 S R REEEE
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 86.95 25.19%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- A Bamas
73 220 230 240 2.50 2.60

m/z 41.00 13.63%

5000 e J\
15 ‘\ \W\ 63 ||, 83 8 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103029.D

Acq On : 15 Feb 2018 20:31

Operator : SJ/JU

Sample - J1558-01

Misc :

ALS Vial : 21 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.12 2.35 ng 117514 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 516 (5.122 min): BF103029.D (-511) (-) m/z 43.00 100.00%
43
59
5000
L -
1o 480 500 520 540
o...,....,....,....-,'::..?1..!-!,....,....,5.‘3...,....,|....,. m/z 59.00 61.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL L L I
59 480 500 520 540
m/z 101.00 16.93%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 59
480 500 520 540
5000 m/z 58.00 16.34%
22 53 71 83 99
e S I S SULIULS SURIL IS IULILS SULILS SIS LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- s e A
509 4.80 5.00 520 5.40
m/z 40.95 7.78%
5000
a1 101
IR NN Y RN~ A ... S N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103029.D

Acq On : 15 Feb 2018 20:31

Operator : SJ/JU

Sample - J1558-01

Misc :

ALS Vial : 21 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 3 unknown6.65 Concentration Rank 1

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

6.65 73.50 ng 3681630 1,4-Dichlorobenzene-d4 6.87
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 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103029.D (-771) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 : : : :
o | 77 s L apsus _l  "h/z 68.00 39.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS R R L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.72%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 26.89%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 15.42%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | O |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103029.D

Acq On : 15 Feb 2018 20:31

Operator : SJ/JU

Sample - J1558-01

Misc :

ALS Vial : 21 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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.81 3.05 ng 163824 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Dodecane 170 C12H26 000112-40-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1483 (10.810 min): BF103029.D (-1480) (-) m/z 57.00 100.00%
57
43
5000 "
85
99 10,40 10.60 10.80 11.00 11.20
113127
Obrrr bt 4 gOIISS60188 o m/z 43.00 62.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
4357
71
5000 AU S R B
85 mmmmmmumnm
29 m/z 71.05 50.51%
0 J L | ﬂg1}3127141155169183197211225239253 282
m/z--> 25 46 éo 85 160 120 140 160 180 200 220 240 260 2éo
Abundance
57
43 UNRUAAR SR B B
10.40 10.60 10.80 11.00 11.20
5000 1 m/z 85.05 35.16%
85
29
o 14 99 113]_27141 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane [rrr T[T rrr[rrrr[rT
57 10.40 10.60 10.80 11.00 11.20
43 m/z 40.95 27 .58%
71
5000 85
29 99
. | . 1 1}3127141155169133197211 240
m/z--> 25 46 éo 85 160 120 140 160 180 200 220 240 2éo 2éo 1040 1060 1080 1100 1120
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103029.D

Acq On : 15 Feb 2018 20:31

Operator : SJ/JU

Sample - J1558-01

Misc :

ALS Vial : 21 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 Cycloeicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 10.31 ng 467977 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 95
2 1-Docosene 308 C22H44 001599-67-3 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 2003 (13.868 min): BF103029.D (-2000) (-) m/z 57.00 100.00%
37 o
5000 11 v_’ﬁﬁ-v“w~_JKﬁ*ﬁﬂw&ﬁ*v~¢
A A e
139 13.60 13.80 14.00 14.20
o LA A7 194215 245 280 340364 | n75 55.00  95.76%
m/z--> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane
55
5000 RN AR S I IR
29 13.60 13.80 14.00 14.20
i m/z 43.00 85.50%
oLl \\ “ L “\ | 1?9 168 196 204 252 280
m/z--> 50 200 250 300 350
Abundance
55
o7 13.60 13:80 14.00 14.20
5000 m/z 83.10 79.90%
29
125
0 77 153 181 308
m/z--> 50 100 150 200 250 300 350 L
Abundance #155046: 1-Heneicosanol e e AL me
55 83 13.60 13.80 14.00 14.20
m/z 97.10 69.09%
5000 111
29
oLl { \| | 1139 167 196 238 266 294 K__NNNJvN_,~A
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103029.D

Acq On : 15 Feb 2018 20:31

Operator : SJ/JU

Sample - J1558-01

Misc :

ALS Vial : 21 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 7 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.88 4.30 ng 167181 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 1-(Phenylthio)-3,7,11-trimethyl-_._._. 314 C21H30S 028413-57-2 72
3 Squalene 410 C30H50 000111-02-4 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 64
Abundance Scan 2175 (14.880 min): BF103029.D (-2172) (-) m/z 69.00 100.00%
60
5000 ﬂ~NAwVN,ﬁ,ﬁwvﬂw.,ﬂh~,hwﬁw~W
4 R PSR AL B B
95 137 14.60 14.80 15.00 15.20
161
obdp e d 318 4 (00183 212 249 285 318 348366389 1 sz 81.00  53.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LI B B I B
14.60 14.80 15.00 15.20
41 o 137 m/z 41.00 26.22%
0 ’ L gl 347 ] 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{ . m/z 95.00 10.86%
o 137
204
. {15 177 a5 977 314
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene A B
69 14.60 14.80 15.00 15.20
m/z 68.00 10.40%
5000
41
‘ 9% 137
ol g Ly ] d61 191 231 273209 341367 | nrloheses e
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103029.D

Acq On : 15 Feb 2018 20:31

Operator : SJ/JU

Sample - J1558-01

Misc :

ALS Vial : 21 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... 2.16 25.3 ng 1268130 1 6.87 1001790 20.0
2-Pentanone, 4-hy... 5.12 2.4 ng 117514 1 6.87 1001790 20.0
unknown6 .65 6.65 73.5 ng 3681630 1 6.87 1001790 20.0
Eicosane 10.81 3.0 ng 163824 4 11.40 1073670 20.0
Cycloeicosane 13.87 10.3 ng 467977 5 14.04 907419 20.0
Supraene 14.88 4.3 ng 167181 6 15.53 777242 20.0
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