LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104200.D
Aca On : 4 Apr 2018 00:34 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J2183-01 ES-8-WATER-LATERAL-1-SW@3.5
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Peak separation: 5

Method
Title

Signal :

peak R.T. first
scan scan scan

# min

abrwNPE
)]
()]
©
N

(@R {cNec R NNe))
\l
9
N
(o0

24 14.151
25 14.221

26 14.592
27 14.892
28 15.692
29 16.174

TIC

max last

PK peak

TY heiaht
rvB 114679
rBv 76603
rBv 1901187
rBv 1918728
rvB 2485843

rvv 369161
rvB 1858966
rBv 1093094
rBv 611190
rBvV 2711873

rBv 265196
rBv 71519
rBv 923383
rvB 100929
rBv 28889

rBV 1555427
rvB 96012
rBv 39994
rBv 689368
rBv 28866

rvB2 32969
rBV 2446967
rBv 267876
rBv 533896
rvB5 28162

rBv7 31742
rBv 209326
rvB 324877
rBvio 22002

corr.
area
162838
121651
2731995
2856541
3079898

634465
2265008
1829766

806087
2920126

293301
58462
930124
74512
36467

1989288
135503
32229
915892
33106

35585
2761916
297651
695728
31055

44150
262711
559925

42687

of corrected areas:
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> Z:\HPCHEM1I\BNA F\METHODS\8270-BF032818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.

5.29%

3.95%
88.70%
92.75%
100.00%

20.60%
73 .54%
59.41%
26.17%
94 .81%

9.52%
1.90%
30.20%
2.42%
1.18%

64 .59%
4._.40%
1.05%

29.74%
1.07%

1.16%
89.68%
9.66%
22 .59%
1.01%

1.43%
8.53%
18.18%

1.39%

26638667

10.256%
10.723%
11.562%

2.382%
8.503%
6.869%
3.026%
10.962%

1.101%
0.219%
3.492%
0.280%
0.137%

7.468%
0.509%
0.121%
3.438%
0.124%

0.134%
10.368%
1.117%
2.612%
0.117%

0.166%
0.986%
2.102%

0.160%
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104200.D

Aca On : 4 Apr 2018 00:34

Operator : Ju/SJ

ﬁ?ggle ; J2183-01 ES-8-WATER-LATERAL-1-SW@3.5
ALS Vial : 17 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

Abundance TIC: BF104200.D

2500000 6.73

2000000 5.59 6.60 7.11

1500000

7.53
1000000

500000 6.96

2.30 5.21
0%.,....,....,....,....,....,....,....,....,....,...,...
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF104200.D

9|31

2500000 13.08

2000000

10.79
1500000

1000000 10.00

8.24 11.49

500000
9.70
| oo 10401562 fO87 1133 12.7212.94

R e A L e o Sl

==
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104200.D

2500000
2000000
1500000

1000000

14.15
500000 15.69

13.95 14.89
22 1459 | !\ 16.17
T

R e R e e e e e e e

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 : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104200.D

Aca On : 4 Apr 2018 00:34

Operator : Ju/SJ

ﬁ?ggle ; J2183-01 ES-8-WATER-LATERAL-1-SW@3.5
ALS Vial : 17 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 5

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

2.30 5.13 ng 162838 1,4-Dichlorobenzene-d4 6.96
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 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 36 (2.298 min): BF104200.D (-31) (-) m/z 73.10 100.00%
7B
5000
43 87
220 240 260
Obrrprerrrrrrprrr bbbl ekt e e e || M7z 43.05 33, 74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 43 55 220 240 260
- 87 m/z 87.10 28.61%
0"I""I'"‘l‘l‘*""l‘l""l""'I(?':?"N""I"''I'"EI-IO']'-"I""I""I""I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
87 A AL R
220 240  2.60
5000 41 55 m/z 55.00 27 .55%
29
o 65 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 \\N

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methyl ether L e e Ol e
. 2.20 2.40 2.60

m/z 41.05 12._.19%

5000

45 59
29
15 Al \ 87 103 130 147

L .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104200.D

Aca On : 4 Apr 2018 00:34

Operator : Ju/SJ

ﬁ?ggle ; J2183-01 ES-8-WATER-LATERAL-1-SW@3.5
ALS Vial : 17 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.

5.21 3.83 ng 121651 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 1.l1-dipropoxv- 160 C9H2002 004744-11-0 39
3 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
4 Hvdrazine. 1.1-bis(1l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 531 (5.210 min): BF104200.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 ] e
83 480 5.00 520 5.40 5.60
0 ,....,'...!|,....,....,|....,....,....,....,.... A m/z 59.00 61.92%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SN RN SRR
480 5.00 520 5.40 5.60
m/z 101.00 24 _.26%
%1“ 83 1?1
R R R S B B SRS SRS SRR RN SAR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 59
480 500 520 540 560
5000 101 m/z 58.00 16.05%
31
89 131
o 75 159
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122483: Succinic acid, heptyl 2-methoxyethy!l ester T T T T TR T
59 480 5.00 520 5.40 5.60
m/z 41.00 10.41%
5000 101
45 159
A 14128 15 | M7 19 a7 om
miz-> 20 40 6|O 8|0 100 120 140 160 180 200 220 24'10 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104200.D

Aca On : 4 Apr 2018 00:34

Operator : Ju/SJ

ﬁ?ggle ; J2183-01 ES-8-WATER-LATERAL-1-SW@3.5
ALS Vial : 17 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 unknown6.73 Concentration Rank 1

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

6.73 97.09 ng 3079900 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 789 (6.728 min): BF104200.D (-786) (-) m/z 132.00 100.00%
132
5000 68 A\_
6 rrrTTTTTTTT TR T T
4 . 54 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,::..??.l.' SN -1 A WS . S [ N m/z 68.05 39.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRS SRR SRR SRR
a1 97 6.40 6.60 6.80 7.00
53 17 m/z 134.00 31.38%
0 ..,....,....,?ﬁ‘..,....,....,....,....,...??....,?9.5.,....,1.2.?., [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 24 .39%
o 15 28 39 52 @ 7 e 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132 6.40 6.60 6.80 7.00

m/z 69.10 15.62%

5000
63 81
gy s [ o w muwe |
1 1l 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104200.D

Aca On : 4 Apr 2018 00:34

Operator : Ju/SJ

ﬁ?ggle ; J2183-01 ES-8-WATER-LATERAL-1-SW@3.5
ALS Vial : 17 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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.96 ng 135503 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 86
Abundance Scan 1493 (10.868 min): BF104200.D (-1492) (-) m/z 57.10 100.00%
57
5000
85
4 JhrﬁJLﬁFﬁAFryﬁ?HTN
112 165 333 10,60 10.80 11.00 11.20

o

S [ /z 43.00 53.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #59882: Tetradecane
57
4

5000 85 I RN e e e
10 60 1080 11. OO 11. 20

m/z 71.05 43.76%

198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 A
R ERAREEEE S Ry
10.60 10.80 11.00 11.20
5000 a1 m/z 85.00 35.90%

85

113 141 18 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83023: Hexadecane £
57 10.60 10.80 11.00 11.20
m/z 41.05 31.50%
5000 85
4
ol18 ] ‘ L | (113 141 169 107 226 /
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104200.D

Aca On : 4 Apr 2018 00:34

Operator : Ju/SJ

ﬁ?ggle ; J2183-01 ES-8-WATER-LATERAL-1-SW@3.5
ALS Vial : 17 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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.95 8.56 ng 297651 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 2017 (13.951 min): BF104200.D (-2013) (-) m/z 57.10 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 83.05 99.21%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

-

5000
13.60 13.80 14.00 14.20
m/z 55.05 93.51%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R et
13.60 13.80 14.00 14.20
5000 11 m/z 97.05 89.46%
29 139

167182 210 238 264280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 L
Abundance #131391: n-Nonadecanol-1
55 13.60 13.80 14.00 14.20

m/z 69.05 87 .94%

5000

29
0 “\ \‘ | 182 210 238 266

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

i
:
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104200.D

Aca On : 4 Apr 2018 00:34

Operator : Ju/SJ

ﬁ?ggle ; J2183-01 ES-8-WATER-LATERAL-1-SW@3.5
ALS Vial : 17 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 7 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.89 7.55 ng 262711 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 72
3 Dodecanamide 199 C12H25N0 001120-16-7 46
4 1.1.2-Trimethvl-1-silacvclobutane 114 C6H14Si 030681-90-4 38
5 Octadecanamide 283 C18H37NO 000124-26-5 38

Abundance Scan 2177 (14.892 min): BF104200.D (-2173) (-) m/z 59.00 100.00%

59

5000

¥

83
B maam e
00 126 14.60 14.80 15.00 15.20
154 184 221240 263 294 320337
0! m/z 72.00 74.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #128445: 9-Octadecenamide, (2)-
59

%’

5000 41 LN L L L L L L LB LB
14.60 14.80 15.00 15.20
m/z 55.00 45 _78%
ol 18 126 154 184 221238 264281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
T
a 14.60 14.80 15.00 15.20
5000 m/z 43.10 29.57%

137

8 112

154 193 221240 277294 320337

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60440: Dodecanamide L e e B B
59 14.60 14.80 15.00 15.20
m/z 69.10 29.09%
5000
28
0 ‘ ‘ 86 128 ]_56 199
e e e e A RERRE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040318\

Data File : BF104200.D

Acq On : 4 Apr 2018 00:34

Operator : JU/SJ

ﬁ?ggle ; J2183-01 ES-8-WATER-LATERAL-1-SW@3.5
ALS Vial : 17 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... 2.30 5.1 ng 162838 1 6.96 634465 20.0
2-Pentanone, 4-hy... 5.21 3.8 ng 121651 1 6.96 634465 20.0
unknown6.73 6.73 97.1 ng 3079900 1 6.96 634465 20.0
Tetradecane 10.87 3.0 ng 135503 4 11.49 915892 20.0
1-Heneicosanol 13.95 8.6 ng 297651 5 14.15 695728 20.0
9-Octadecenamide, ... 14.89 7.5 ng 262711 5 14.15 695728 20.0
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