LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104288.D

Aca On : 5 Apr 2018 23:38 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J2226-06 0«B1&DB£15U$
isc :

ALS Vial : 18 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 2.257 24 29 41 rVB 391491 520907 11.57% 2.184%
2 5.169 521 524 535 rBV 54126 77998 1.73% 0.327%
3 5.593 591 596 614 rBV2 97395 463110 10.29% 1.941%
4 6.610 763 769 784 rBV2 79154 402362 8.94% 1.687%
5 6.716 784 787 812 rVvV 977076 1850037 41.11% 7.756%

6.951 823 827 848 rBV 173320 517604 11.50% 2.170%
7.098 848 852 889 rvB 2051340 2893204 64.29% 12.129%
919 923 945 rBV 1006455 2125624 47.23% 8.911%
7.657 945 947 957 rVB3 56121 86472 1.92% 0.363%
8.228 1040 1044 1076 rBvV 404061 878687 19.52% 3.684%

=
QOO ~NO®
\l
a1
=
()]

11 9.298 1222 1226 1260 rBV 3218491 4500553 100.00% 18.868%

12 9.622 1277 1281 1285 rVB 57960 55972 1.24% 0.235%
13 9.686 1286 1292 1299 rBV 153275 221033 4.91% 0.927%
14 9.886 1322 1326 1330 rBV 88569 76723 1.70% 0.322%

15 9.980 1339 1342 1354 rBV 783026 943266 20.96% 3.954%

16 10.386 1408 1411 1414 rBV 121311 90884 2.02% 0.381%
17 10.775 1474 1477 1489 rBV 1054482 1679753 37.32% 7.042%
18 10.863 1489 1492 1503 rVB 107270 179711 3.99% 0.753%
19 11.480 1593 1597 1619 rBV 557143 987342 21.94% 4_.139%
20 13.063 1861 1866 1894 rBV 2731088 3561870 79.14% 14.932%

21 13.927 2010 2013 2026 rBV 289905 378611 8.41% 1.587%
22 14.133 2044 2048 2066 rBV 493996 792158 17.60% 3.321%
23 15.668 2304 2309 2325 rVB 290450 569507 12.65% 2.388%

Sum of corrected areas: 23853388
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104288.D

Aca On : 5 Apr 2018 23:38

Operator : JU/SJ

ﬁ?ggle i J2226-06 040318-DBRI-E-U-S
ALS Vial : 18 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: BF104288.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104288.D

Aca On : 5 Apr 2018 23:38

Operator : JU/SJ

ﬁ?ggle i J2226-06 040318-DBRI-E-U-S
ALS Vial : 18 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.26 20.13 ng 520907 1,4-Dichlorobenzene-d4 6.95
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 29 (2.257 min): BF104288.D (-24) (-) m/z 73.10 100.00%
7B
5000
43 a7
37 | &7 2.202.30 2.40 2.50 2.60 2.70
SN (WS SN -7 AN N ——— 7t Do - W 41
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
43 2.20 2.30 2.40 2.50 2.60 2.70
07 87 m/z 87.10 25.23%
"|"'H““'??MMJ'Q?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.202.30 2.40 2.50 2.60 2.70
5000 a1 55 m/z 55.05 24 _25%
29
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- R RBARaamas e
73 2.202.30 2.40 2.50 2.60 2.70
m/z 71.10 11.16%
5000 43
58
29 3(
L1 A .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104288.D

Aca On : 5 Apr 2018 23:38

Operator : JU/SJ

ﬁ?ggle i J2226-06 040318-DBRI-E-U-S
ALS Vial : 18 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 6

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

5.17 3.01 ng 77998 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 524 (5.169 min): BF104288.D (-521) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 480 5.00 5.20 5.40 5.60
'”I””P”W'”W””W”'PJW””P'”H”W””I””P”W””I””P”W m/z 59.10 63.49%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrTyrTrTr T TT T e T
59 480 5.00 520 5.40 5.60
m/z 101.00 29.66%
15 31 101
| L 51 I ‘ 83 I ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 540 5.60
5000 M m/z 58.00 17.86%
68
50 126 142
AN LARRE RAARS RAALN RALES RLRAN RALES RRARE RRALS RARLN RARAN LALA RSN AN AR LRI N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone L LI L B L DL B
43 480 5.00 5.20 5.40 5.60
m/z 41.10 9.47%
5000
15
58
27
'”E”WA”PJH””“”W””P”W””P”W””P”W””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104288.D

Aca On : 5 Apr 2018 23:38

Operator : JU/SJ

ﬁ?ggle i J2226-06 040318-DBRI-E-U-S
ALS Vial : 18 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 unknown6.72 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

6.72 71.48 ng 1850040 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12

5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 788 (6.722 min): BF104288.D (-784) (-) m/z 132.00 100.00%
132
5000 %
68

0 g . 96 06 6.40 6.60 6.80 7.00

B e e B m/z 68.05 35.52%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
67

5000 e
97 6.40 6.60 6.80 7.00

117 m/z 134.00 32.96%

IEEN
— ,‘. .“.‘. ‘.“l‘.‘.“,‘ S8 | ,1.053. .“, e —
m/z--> 60 80 100 120 140 160 180
Abundance

132

T T T
69 108 6.40 6.60 6.80 7.00
5000 m/z 65.95 21.61%
a1 51 &
e I B o N A ML i o o o LA B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00

m/z 96.00 13.49%

74
5000 gg 116 p\\\“wu_
o .NM 8 pm97.kk,..“ 158 189

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 : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104288.D

Aca On : 5 Apr 2018 23:38

Operator : JU/SJ

ﬁ?ggle i J2226-06 040318-DBRI-E-U-S
ALS Vial : 18 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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.86 3.64 ng 179711 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Octadecane 254 C18H38 000593-45-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1492 (10.863 min): BF104288.D (-1489) (-) m/z 57.05 100.00%
g7
71
43

5000

99 IIIIIIIIIIIIIIIIIIIIIII
113157140 155169 10.60 10.80 11.00 11.20

m/z 71.05 75.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57
43
71
5000 ||||||||||||||||||||||
85 10.60 10.80 11.00 11.20
29 % m/z 43.10 67.03%
L . | M3127141155160182106210 240
B o a L AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 R R e e S RERERE
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 48.19%
29 9113
127141155169 183197 211 225 239 254
T T T T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane T T e e
57 10.60 10.80 11.00 11.20
43 m/z 41.00 24 .48%
71
5000 85
29 9
15 ‘\ ‘ L4 113127141155169183 212
”.“.”,”.w.”.“.”,”.w.”.“.” R AL m eI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1060 10,80 11.00 11.20

8270-BF032818_.M Fri Apr 06 12:13:23 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104288.D

Aca On : 5 Apr 2018 23:38

Operator : JU/SJ

ﬁ?ggle i J2226-06 040318-DBRI-E-U-S
ALS Vial : 18 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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.93 9.56 ng 378611 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 2013 (13.927 min): BF104288.D (-2010) (-) m/z 83.05 100.00%
57
5000 111 ﬂ__~_~‘~“ﬂ~_A»_‘~AMW\-¢
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
3 139 447 13.60 13.80 14.00 14.20
rreprerd e m/z 57.10 92.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1 ISR VN SR UGS
13.60 13.80 14.00 14.20
m/z 55.00 87.75%
29
Il \‘ 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 97.10 86.78%
29

139 167 106 238 266 294

L L O L R R R RN RN R R R R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

:

Abundance #166292: Behenic alcohol R
55 83 13.60 13.80 14.00 14.20
m/z 43.05 84 .25%
5000
29
L 167 196 224 252 280 308
Asaanseaasstiea e e AR R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\

Data File : BF104288.D

Acq On : 5 Apr 2018 23:38

Operator : JU/SJ

3?22'6 i J2226-06 040318-DBRI-E-U-S
ALS Vial : 18 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... 2.26 20.1 ng 520907 1 6.95 517604 20.0
2-Pentanone, 4-hy... 5.17 3.0 ng 77998 1 6.95 517604 20.0
unknown6.72 6.72 71.5 ng 1850040 1 6.95 517604 20.0
Heptadecane 10.86 3.6 ng 179711 4 11.48 987342 20.0
n-Tetracosanol-1 13.93 9.6 ng 378611 5 14.13 792158 20.0
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