LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102914.D

Aca On : 12 Feb 2018 12:23

Operator : SJ/JU

Sample = J1506-05

Misc :

ALS Vial : 9 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-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 heiaht area % max. total
1 2.193 10 18 30 rvB 501065 685155 13.50% 1.603%
2 4.504 406 411 418 rBV 118674 151804 2.99% 0.355%
3 5.122 513 516 530 rVB 215855 304145 5.99% 0.712%
4 5.510 577 582 585 rBVY 4777586 5076903 100.00% 11.879%
5 6.516 747 753 756 rBVY 4366970 5017467 98.83% 11.740%
6 6.657 772 777 780 rBVY 4794534 4946095 97.42% 11.573%
7 6.887 812 816 819 rBVY 1276719 1146597 22.58% 2.683%
8 7.040 838 842 846 rBVY 3623567 3691588 72.71% 8.638%
9 7.451 906 912 915 rBVY 3234817 3424555 67 .45% 8.013%
10 8.169 1029 1034 1037 rBv 1578687 1492276 29.39% 3.492%

11 9.245 1211 1217 1220 rBV 4586782 4636693 91.33% 10.849%
12 9.316 1226 1229 1232 rVB 79419 63659 1.25% 0.149%
13 9.633 1279 1283 1286 rBV 500033 465618 9.17% 1.089%
14 9.845 1315 1319 1323 rVB 227110 181959 3.58% 0.426%
15 9.922 1328 1332 1336 rBV2 1706397 1511868 29.78% 3.538%

16 10.345 1397 1404 1407 rBV2 261266 240871 4.74% 0.564%
17 10.563 1436 1441 1444 rBV 61108 78451 1.55% 0.184%
18 10.716 1463 1467 1476 rVB 2582849 2636060 51.92% 6.168%
19 10.816 1481 1484 1490 rBV 181684 180617 3.56% 0.423%
20 11.263 1557 1560 1563 rBV 71705 67373 1.33% 0.158%

21 11.410 1581 1585 1589 rBV 1401231 1256171 24.74% 2.939%
22 11.927 1669 1673 1678 rBV2 46837 54267 1.07% 0.127%
23 12.998 1850 1855 1858 rBV 3204277 3012154 59.33% 7.048%
24 13.880 2001 2005 2017 rBV 447128 489277 9.64% 1.145%
25 14.051 2030 2034 2038 rBV 1002329 902118 17.77% 2.111%

26 15.539 2281 2287 2296 rBV 739959 968165 19.07% 2.265%
27 16.045 2370 2373 2380 rVB4 37059 55332 1.09% 0.129%

Sum of corrected areas: 42737238
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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\HPCHEMI\BNA F\DATA\BF021218\

BF102914.D

12 Feb 2018 12:23

SJ/Ju

J1506-05

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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\BF021218\
Data File : BF102914.D

Aca On : 12 Feb 2018 12:23

Operator : SJ/JU

Sample : J1506-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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.

2.19 11.95 ng 685155 1,4-Dichlorobenzene-d4 6.89
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 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 18 (2.193 min): BF102914.D (-10) (-) m/z 73.00 100.00%
7B
5000 43 {&
55
87
36, 95 2.20 2.30 2.40 2.50 2.60
e O i e e e || Mz 43.00 42 . 25%
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
2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 31.14%
'”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
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.00 22 .45%
29
65 97 112 129
mewﬁmmmm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
7B 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14 .20%
5000 J/\
43
2 15 2 ]| 53 e | 88
m/z--> 0 10 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\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102914.D

Aca On : 12 Feb 2018 12:23

Operator : SJ/JU

Sample : J1506-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4.50 2.65 ng 151804 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 78

Abundance Scan 410 (4.498 min): BF102914.D (-406) (-) m/z 55.00 100.00%
56 83
5000 43
98
DR R UL
420 4.40 4.60 4.80
S P M U~ X/ M P m/z 83.00 89.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 RN RS LR U
29 98 420 4.40 4.60 4.80
m/z 42.95 44 _16%
‘M‘ 37«m 49 ||, 6267 77 | 89 ‘
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance
83
% HRDE R R I
43 420 4.40 4.60 4.80
5000 m/z 98.00 33.43%
29
98
37 49 62 69
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3399: 2-Pentene, 4,4-dimethyl-, (E)- e
55 83 420 4.40 4.60 4.80
m/z 39.00 31.83%
5000 41
o7 98
15 67
"|'m'|"L“"“i‘t'w“hPw"“'w'??lﬁ"l'”'l'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80

8270-BF020318.M Wed Feb 21 11:03:33 2018 Page: 4



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102914.D

Aca On : 12 Feb 2018 12:23

Operator : SJ/JU

Sample : J1506-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.12 5.31 ng 304145 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-0Octanol 130 C8H180 000589-98-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 516 (5.122 min): BF102914.D (-513) (-) m/z 43.00 100.00%
48
59
5000
101 480 5.00 5.20 5.40
...,....,....,..3.6.',':...?.1.!~!,....,....,??..,...:,l....,....,....,.... m/z 59.00 57.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 LN L UL UL I
59 480 500 520 540
m/z 101.00 16.94%
15 31 101
‘ \M‘ L 50 \‘ 83 Il
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 5.00 520 540
5000 m/z 58.00 15.92%
41
29 101
50 73 86
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol e e  EEERm
59 480 5.00 5.20 5.40
m/z 41.00 8.17%
5000 29 4 83
101
”.,....,”..,....,”..?}...“..g?....,.”.?%...“...%%?..,..}?g...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102914.D

Aca On : 12 Feb 2018 12:23

Operator : SJ/JU

Sample : J1506-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 4 unknown6.66 Concentration Rank 1

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

6.66 86.27 ng 4946100 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 777 (6.657 min): BF102914.D (-772) (-) m/z 132.00 100.00%
5000 68
6 rrTTyTTTTTT T T T T T T T T
40 54 ‘ 75 104 6.40 6.60 6.80 7.00
....,...:ll!..“ﬁ....?’r:.n',..':.,..5.‘?,..!.,.':..,.1.1.5.,....,~'...,.. m/z 68.00 41.23%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U I U I
6.40 6.60 6.80 7.00
0
31384451 78 m/z 134.00 33.50%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.00 28 .45%
33 44 g7 105
51 60 10 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132 6.40 6.60 6.80 7.00
m/z 69.00 16.14%
5000 67
41 97
‘ 53 2 117
aa || | el P e | 10310 | 120 |
m/z--> 30 4'0 5 60 70 8IO 9'0 100 110 12'0 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102914.D

Aca On : 12 Feb 2018 12:23

Operator : SJ/JU

Sample : J1506-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecane Concentration Rank 9

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

9.85 2.41 ng 181959 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
3 Tridecane 184 C13H28 000629-50-5 78
4 Pentadecane 212 C15H32 000629-62-9 64
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 1320 (9.851 min): BF102914.D (-1315) (-) m/z 57.00 100.00%
57
43
71
5000 P
9 9.60 9.80 10.00 10.20
113
el 7127140 195 172 212 0 g7 43.00 0 67.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000
85 9.60 9.80 10.00 10.20
29 m/z 70.95 57.87%
\‘ L s 141 155 169 183 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43 71 9.60 9.80 10.00 10.20
5000 85 m/z 85.05 37.31%
29 113
99
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 97 9.60 9.80 10.00 10.20
m/z 41.00 34 .90%
71
5000
85
29
15 N ‘L Lo %9 113 127 141 155 184
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102914.D

Aca On : 12 Feb 2018 12:23

Operator : SJ/JU

Sample : J1506-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 9 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 10.85 ng 489277 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2005 (13.880 min): BF102914.D (-2001) (-) m/z 57.00 100.00%
5000
111
PR T e
139 13.60 13.80 14.00 14.20
—LA—JLJLJ‘ LADP . w82 aen 0 7U8E 00 93.99%
m/z--> 100 150 200 250 300 350
Abundance #190374. Pentafluoropropionic acid, tetradecyl ester
83
5000 W-----------
13.60 13.80 14.00 14.20
- m/z 43.00 85.32%
| \\ ‘ \ I ‘149 108 1% 93001 a42
m/z--> 200 250 300 350
Abundance
55
o7 13,60 13.80 14.00 14.20
5000 m/z 83.00 81.57%
29
125
72 153 181 308
m/z--> 50 100 150 200 250 300 350 k
Abundance #194196: Octadecyl trifluoroacetate %ﬁm
57 13.60 13.80 14.00 14.20
97 m/z 69.00 72.01%
5000
29 125
| | 74 | | J\ (154 182 224 252 279297 38348
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF020318.M Wed Feb 21 11:03:35 2018 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
Data File : BF102914.D

Acq On : 12 Feb 2018 12:23

Operator : SJ/JU

Sample - J1506-05

Misc :

ALS Vial : 9 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... 2.19 11.9 ng 685155 1 6.89 1146600 20.0
3-Penten-2-one, 4... 4.50 2.6 ng 151804 1 6.89 1146600 20.0
2-Pentanone, 4-hy... 5.12 5.3 ng 304145 1 6.89 1146600 20.0
unknown6 .66 6.66 86.3 ng 4946100 1 6.89 1146600 20.0
Hexadecane 9.85 2.4 ng 181959 3 9.92 1511870 20.0
Pentafluoropropio... 13.88 10.9 ng 489277 5 14.05 902118 20.0
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