LSC Area Percent Report

Data Path :

Data File : BF111846.D

Aca On 4 Jan 2019 15:58
Operator : JU/SJ

Sample - K1017-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.

Intearator: RTE
Smoothing : ON
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

p

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method = Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121918_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 2.205 16 20 31 rvB
2 3.440 227 230 243 rBV
3 5.116 511 515 524 rVB
4 5.528 581 585 589 rBvV
5 6.534 751 756 770 rBV
6 6.669 774 779 782 rBV
7 6.893 813 817 821 rBV
8 7.051 840 844 847 rBV
9 7.451 907 912 915 rBV
10 8.175 1031 1035 1039 rBvV

14 10.581 1440 1444 1449 rVB
15 10.722 1463 1468 1471 rBV

16 10.845 1484 1489 1493 rBV
17 11.310 1566 1568 1574 rVB
18 11.416 1582 1586 1590 rBV
19 11.939 1672 1675 1678 rBV2
20 12.998 1851 1855 1859 rBV

21 13.892 2004 2007 2013 rBV2
22 14.057 2031 2035 2039 rVB
23 14.216 2060 2062 2065 rVB
24 14.521 2112 2114 2118 rVB2
25 14.833 2165 2167 2170 rVB

26 15.545 2283 2288 2296 rVB

peak
heiaht
121601
55608
197552
3609234
3659404

4272021
1460140
3585172
2613186
1721931

4834461
549838
1732142
48298
2485679

89909
47967
1611004
102795
3442194

187435
1469389
70041
98922
91272

908458

Sum of corrected

8270-BF121918.M Sun Jan 06 22:15:

53 2019

corr.
area
168059
130267
232275
3606441
3979533

3813830
1206602
2972543
2384781
1508411

4217845
477342
1565590
51012
2279314

97979
51206
1334875
91876
3058425

225609
1264667
63150
98997
81043

1307349

areas:

corr.
% max.
3.98%
3.09%
5.51%
85.50%
94 .35%

90.42%
28.61%
70.48%
56 .54%
35.76%

100.00%
11.32%
37.12%

1.21%
54 .04%

2.32%
1.21%
31.65%
2.18%
72.51%

5.35%
29.98%
1.50%
2.35%
1.92%

31.00%

36269021

0.640%
9.944%
10.972%

10.515%
3.327%
8.196%
6.575%
4_.159%

11.629%
1.316%
4.317%
0.141%
6.284%

0.270%
0.141%
3.680%
0.253%
8.433%

0.622%
3.487%
0.174%
0.273%
0.223%

3.605%
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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

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF010419\

BF111846.D

4 Jan 2019 15:58

JussJ

K1017-09

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF111846.D

6.67

6.53

5.53 7.05

7.45

6.89

5.12

oF=r=
Time-->
Abundance

4000000

3000000

2000000

1000000

5.50

I
4.50 5.00
TIC: BF111846.D

13.00

10.72

8.17 9.93 11.42

AJL&SS 11.3

9.64

11.94

L

L

0
Time-->
Abundance

4000000

3000000

2000000

1000000

0

13.00

12.00 12.50

10.00

10.50 11.00 11.50
TIC: BF111846.D

9.50

14.06
15.54

13.89|| 14,22 14.52 14.83

Time-->

8270-BF121918.

1
13.50

I
17.00 17.50

T
18.00 18.50

16.00 16.50

15.00

15.50

14.00 14.50

M Sun Jan 06 22:15:54 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111846.D

Aca On : 4 Jan 2019 15:58

Operator : JU/SJ

Sample : K1017-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 5

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

2.20 2.79 ng 168059 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 16
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 12

Abundance Scan 19 (2.199 min): BF111846.D (-16) (-) m/z 73.05 100.00%
73.0
5000 43.0 /\
55.0 87.1 B
1 | 970 2.20 2.30 2.40 2.50 2.60
o SSNERESEBESESESSSSMSUSSBUSMS 11 SMSRYEA OVSMINSSSSS L FERNS MBS L m/z  43.05 39.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LN AR VNS IR UM U
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 27.82%
29.0 ‘
0 N \ L
L UL SULIS I I USRS UL I UL UL UL
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0  55g 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 22.97%
29.0
m/z--> 0 10 20 40 50 60 70 80 90 100
Abundance #1996. Silane, tetramethyl- e
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 15.89%
5000
43.0
oL 20 180 20 |1 530 g30 | 88.0
m/z--> 0 10 20 30 40 5'0 6|O 70 80 90 100 2.20 2.30 2.40 2.50 2.60

8270-BF121918.M Sun Jan 06 22:15:55 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111846.D

Aca On : 4 Jan 2019 15:58

Operator : JU/SJ

Sample : K1017-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown3.44 Concentration Rank 6

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

3.44 2.16 ng 130267 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 40
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 Formamide 45 CH3NO 000075-12-7 7
5 Methane, nitroso- 45 CH3NO 000865-40-7 4

Abundance Scan 230 (3.440 mm) BF111846.D (-227) (-) m/z 45.10 100.00%
458.1
5000 p\\\w_‘
e T
39.0 55 0610 85,9 3.20 3.40 3.60 3.80
oupuqmq”““m“”wmq”Aﬁ$:“qmqa”um““quqnupm“”quq m/z 43.05 17.21%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol
45.0
5000 LN UL I UL LA
3.20 3.40 3.60 3.80
. m/z 61.00 6.15%
o 1309% [ 390|| 650800 760
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 60
Abundance #940: Propylene Glycol
45.0
320 340 360 3.80
5000 m/z 44.00 5.59%
31.0
o 150 >5017 39.0|| 5506L0 76.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #297: Isopropyl Alcohol A EmEEES L
45.0 3.20 3.40 3.60 3.80
m/z 42.00 4 _34%
5000
. 190 279 390 53.059.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 320 340 360 3.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111846.D

Aca On : 4 Jan 2019 15:58

Operator : JU/SJ

Sample : K1017-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.12 3.85 ng 232275 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 3-Pentanol 88 C5H120 000584-02-1 38
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 3-0Octanol 130 C8H180 000589-98-0 28

Abundance Scan 516 (5.122 min): BF111846.D (-511) (-) m/z 43.00 100.00%
43.0
59.1
5000
o T 500 5r0 Sao
o...,....,....,....',':...,..~!'!,...6?-,°....,8.3:1..,...:,|....,. m/z 59.10 59.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 AR SR R LR
410 4.80 500 5.20 5.40
290 101.0 m/z 101.10 20.94%
o o 1], 800 ||, 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 5.00 520 540
0
5000 50.0 m/z 58.00 14 .22%
15.0 101.0
31.0
0"'l“t'|“'WH“'“N“"|“*'|“"|“"P%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2090: 3-Pentanol LA L L N N LB BN |
59.0 480 500 5.20 5.40
m/z 41.05 9.59%
5000 31.0
41.0
o 150 | ‘ “‘ 500, 700 87.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111846.D

Aca On : 4 Jan 2019 15:58

Operator : JU/SJ

Sample : K1017-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 1

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

6.67 63.22 ng 3813830 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-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF111846.D (-774) (-) m/z 132.00 100.00%
13R.0
5000 68.1
200 o1 J o4 650 680 700
01 B e T m/z 68.10 43.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBEAREE RS UL S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.26%
0 ‘ | H | L 1
RN FURLELEL FUELEL SLEL LIS LR DU DL B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 28.31%
104.0
O 27'0 5:‘[‘"‘0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R e AR RERE
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.70%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.O|||||]:8|9.|0| R R A RERE
m/z--> 20 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111846.D

Aca On : 4 Jan 2019 15:58

Operator : JU/SJ

Sample : K1017-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.57 ng 225609 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 2007 (13.892 min): BF111846.D (-2004) (-) m/z 43.10 100.00%
431
83.0
5000
. 12341 263.2 298.1 330, 13.60 13.80 14.00 14.20
N — 16212081 3303 m/z 57.10 96.53%
m/z--> 50 100 150 200 250 300
Abundance #177132: 1-Heneicosyl formate
57.0 83.0
5000 LI IS B S B
111.0 13.60 13.80 14.00 14.20
m/z 55.10 93.66%
o “ i JP? 0167.0196.02220 266.02940327 ¢
m/z--> 50 100 150 200 250 300
Abundance #127770: 9-Eicosene, (E)-
57.0 83.0
13,60 13.80 14.00 14.20
5000 m/z 83.05 76 .99%
29.0 111.0
o J‘ mhﬂmM%M%MBM&MWO
m/z--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene I EAmEmEEE RS
55,0 13.60 13.80 14.00 14.20
m/z 97.10 69.03%
97.0
5000
29.0
125.0
o h\ ‘M LL \15301810 308.0
m/z--> 200 250 300 ' 13.60 13.80 14.00 14.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF010419\

BF111846.D

4 Jan 2019 15:58

JuUssJ

K1017-09

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown3.44

Propane, 2-methyl...

unknown6.67

1-Heneicosyl formate

8270-BF121918.M Sun Jan 06 22:15:57 2019

2.20 2.8 ng
3.44 2.2 ng
5.12 3.9 ng
6.67 63.2 ng
13.89 3.6 ng

RT EstConc Units Response

Butane, 2-methoxy. ..

168059
130267
232275
3813830
225609

|--Internal Standard---|
| # RT Resp Conc]|

1 6.89 1206600 20.0
1 6.89 1206600
1 6.89 1206600 20.0
1 6.89 1206600 20.0
5 14.06 1264670 20.0
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