LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103175.D

Aca On : 22 Feb 2018 21:01

Operator : SJ/JU

Sample : J1635-01

Misc :

ALS Vial : 14 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-BF022218.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 2.157 5 12 19 rBvV 932316 1218027 37.16% 4.166%
2 5.104 510 513 520 rVB 111041 133805 4.08% 0.458%
3 5.498 575 580 583 rBY 3293987 3278065 100.00% 11.213%
4 6.504 746 751 754 rBVY 3035013 3166562 96.60% 10.832%
5 6.645 770 775 778 rBVY 3253266 3216861 98.13% 11.004%
6 6.869 810 813 817 rBVY 1214112 1017357 31.04% 3.480%
7 7.028 836 840 843 rBVY 2865593 2512883 76.66% 8.596%
8 7.434 904 909 912 rBVY 2174441 2076824 63.36% 7.104%
9 8.151 1027 1031 1046 rBV 1390616 1373190 41.89% 4_.697%
10 9.227 1209 1214 1217 rBV 3409172 3048652 93.00% 10.428%
11 9.298 1223 1226 1229 rVB 55746 42723 1.30% 0.146%

12 9.622 1276 1281 1288 rBV 224520 235691 7.19% 0.806%
13 9.827 1312 1316 1320 rBV 152202 123711 3.77% 0.423%
14 9.910 1326 1330 1338 rVB 1460600 1260414 38.45% 4.311%
15 10.327 1395 1401 1404 rBV2 152494 131865 4.02% 0.451%

16 10.545 1433 1438 1441 rBV 26626 37255 1.14% 0.127%
17 10.698 1461 1464 1475 rBV 1418833 1393265 42.50% 4._.766%
18 10.804 1478 1482 1490 rVB 63166 74667 2.28% 0.255%
19 11.398 1579 1583 1593 rBV 969009 918193 28.01% 3.141%
20 11.916 1667 1671 1676 rBV 26596 33430 1.02% 0.114%

21 12.980 1848 1852 1856 rBV 1827988 1795965 54.79%% 6.143%
22 13.862 1999 2002 2008 rBV 258618 279593 8.53% 0.956%
23 14.045 2029 2033 2042 rVB 880233 834479 25.46% 2.854%
24 14.509 2108 2112 2116 rBV7 21817 33251 1.01% 0.114%
25 14.886 2172 2176 2179 rVB 210697 201660 6.15% 0.690%

26 15.539 2282 2287 2298 rBV 587486 795621 24.27% 2.722%

Sum of corrected areas: 29234009
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

BF103175.D

22 Feb 2018 21:01

SJ/Ju

J1635-01

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103175.D

Aca On : 22 Feb 2018 21:01

Operator : SJ/JU

Sample : J1635-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.16 23.94 ng 1218030 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.157 min): BF103175.D (-5) (-) m/z 73.00 100.00%
7B
5000 43 ]\
55 87 A
| 65 | 220 2.30 2.40 2.50 2.60
e el o2 e e || M7z 43.000 41.57%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U U IUR UL U
2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95 30.75%
'”I””I””I”'W”'W”'W”'W”'W””I””I””I””I””I””I””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U U IS IR U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.00 24 .01%
29
65 97 112 129
meﬁmwmmm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- N Rama e RRAR R
7B 220 2.30 2.40 2.50 2.60
m/z 41.00 13.56%
5000 _J/\‘
43
2 15 2 ]| 53 e | 88

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103175.D

Aca On : 22 Feb 2018 21:01

Operator : SJ/JU

Sample : J1635-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.10 2.63 ng 133805 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 512 (5.098 min): BF103175.D (-510) (-) m/z 43.00 100.00%
43
59
5000
51 | 83 1c|)1 480 5.00 5.20 5.40
R T s L e Sl e m/z 59.00 55.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 17.74%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 16.34%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e a ma
59 480 5.00 5.20 5.40
m/z 40.95 7.21%
5000 41
31
| LT
N .1 O Y M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40

8270-BF022218_.M Fri Feb 23 10:49:12 2018 Page: 4



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103175.D

Aca On : 22 Feb 2018 21:01

Operator : SJ/JU

Sample : J1635-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

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

6.65 63.24 ng 3216860 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103175.D (-770) (-) m/z 132.00 100.00%
5000
68
% J 640 6.60 6.80 7.00
40 54 . . . .
groer L MPus il m/z 134.00 34.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L L
6.40 6.60 6.80 7.00
21 51 78 m/z 68.00 30.91%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
S A AR AR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.44%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L S EREs s
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 12.06%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SR | E——
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\BF022218\
Data File : BF103175.D

Aca On : 22 Feb 2018 21:01

Operator : SJ/JU

Sample : J1635-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.09 ng 131865 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tridecane 184 C13H28 000629-50-5 80
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
Abundance Scan 1401 (10.327 min): BF103175.D (-1395) (-) m/z 57.00 100.00%
57
10,00 10.20 10.40 10.60
m/z 42.95 63.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57
43
71 L,\/LWJ\
5000 RN BN AR RRA
85 10,00 10.20 10.40 10.60
29 m/z 71.05 51.53%
15| ‘\ Ll P 13127141155160183 212
m/z--> ﬁo 45 éo 85 160 150 110 1éo 1éo 200 250 250
Abundance
43 o
10.'00 10.'20 10.'40 10.I60 '
5000 71 m/z 85.05 33.27%
85
29
99 113 127 141 155 169 183 197 226
m/z--> ﬁo 45 éo 85 160 150 140 160 180 200 220 250 LNANhﬁwvuﬁth
Abundance #94345: Heptadecane L L B B LB L N |
57 10.00 10.20 10.40 10.60
43 m/z 41.00 30.03%
71
5000 85
e g TP 1AT141155160182 106210 240 | I W et o Sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1000 1020 1040 1060
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103175.D

Aca On : 22 Feb 2018 21:01

Operator : SJ/JU

Sample : J1635-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.70 ng 279593 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91

Abundance Scan 2002 (13.862 min): BF103175.D (-1999) (-) m/z 57.00 100.00%

g7

83

5000 4

:

13.60 13.80 14.00 14.20
m/z 55.00 88.56%

139 168 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83

:

5000 TT T[T T T T[T T rrrrrrr1
13.60 13.80 14.00 14.20
29 m/z 43.00 79.96%
Ll 167 196 222238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 R R R E S B
41 13.60 13.80 14.00 14.20
5000 m/z 83.00 73.44%
125
15 79 154 179196 224 251269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 J
Abundance #185169: Heptadecy! trifluoroacetate B AE Eteeeey
13.60 13.80 14.00 14.20
m/z 69.00 71.44%
4
5000

154 1g2 210 238 0265283
e s e b st
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BF022218\
Data File : BF103175.D

Aca On : 22 Feb 2018 21:01

Operator : SJ/JU

Sample : J1635-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.07 ng 201660 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 80
5 (-+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 64
Abundance Scan 2177 (14.892 min): BF103175.D (-2172) (-) m/z 69.00 100.00%
69
5000
4t I I I I
95 137 LR BN BN B
14.60 14.80 15.00 15.20
~ .|,".' pl dap g jles 1217 288 77 81.00  58.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
so00{ 4 R AR S SURIU B
14.60 14.80 15.00 15.20
m/z 41.00 26.65%
9 137
Cb a1ty 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14.80 15.00 15.20
5000 m/z 95.00 15.51%
41
95 137
117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R REREEmEm s
69 14.60 14.80 15.00 15.20
m/z 137.05 12 .94%
5000{ 41
B iy
NNy h 13 | 161 192 919 247 273 316
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\BF022218\
Data File : BF103175.D

Acq On : 22 Feb 2018 21:01

Operator : SJ/JU

Sample - J1635-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
Butane, 2-methoxy... 2.16 23.9 ng 1218030 1 6.87 1017360 20.0
2-Pentanone, 4-hy... 5.10 2.6 ng 133805 1 6.87 1017360 20.0
unknown6 .65 6.65 63.2 ng 3216860 1 6.87 1017360 20.0
Pentadecane 10.33 2.1 ng 131865 3 9.91 1260410 20.0
1-Heneicosanol 13.86 6.7 ng 279593 5 14.04 834479 20.0
Squalene 14.89 5.1 ng 201660 6 15.54 795621 20.0
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