LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104209.D
Aca On 4 Apr 2018 4:31 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J2183-02 ES-8-WATER-LATERAL-2-NW@3
ALS Vial : 26 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 2.299 30 36 44 rVB 124527 164837 4.78% 0.597%
2 5.204 527 530 544 rBV 84295 141290 4_.10% 0.512%
3 5.592 592 596 620 rBY 2052595 2777489 80.52% 10.058%
4 6.592 762 766 786 rBY 1861365 3004883 87.11% 10.881%
5 6.734 786 790 813 rVB 2398017 3130845 90.76% 11.337%
6 6.957 825 828 850 rVB 335814 581039 16.84% 2.104%
7 7.110 850 854 882 rVB 2019087 2394157 69.40% 8.670%
8 7.528 921 925 947 rBVY 1135419 1919599 55.65% 6.951%
9 7.669 947 949 967 rVB4 33864 72900 2.11% 0.264%
10 8.239 1042 1046 1069 rBV 594989 855130 24.79% 3.097%

11 9.310 1224 1228 1244 rBV 2915226 3449653 100.00% 12.492%
12 9.704 1289 1295 1301 rBV 186653 227718 6.60% 0.825%

13 9.904 1325 1329 1333 rBvV 77258 63562 1.84% 0.230%
14 9.998 1341 1345 1356 rBvV 912029 972833 28.20% 3.523%
15 10.404 1411 1414 1417 rVB 106965 78120 2.26% 0.283%
16 10.622 1446 1451 1454 rBV2 28198 35493 1.03% 0.129%

17 10.792 1476 1480 1492 rBV 1661436 2045494 59.30% 7.407%
18 10.874 1492 1494 1504 rVB 108236 150074 4 _.35% 0.543%
19 11.492 1596 1599 1616 rBV 695231 941757 27 .30% 3.410%
20 12.874 1830 1834 1840 rBV 50884 49157 1.42% 0.178%

21 13.080 1864 1869 1896 rBV 2547064 2983366 86.48% 10.803%
22 13.580 1951 1954 1957 rVB 43011 36376 1.05% 0.132%
23 13.951 2014 2017 2024 rBV 104318 123990 3.59% 0.449%
24 14.151 2047 2051 2061 rBV 478681 672830 19.50% 2.436%
25 14.892 2172 2177 2183 rBV2 116498 155648 4_.51% 0.564%

26 15.686 2307 2312 2328 rVB 326573 587547 17.03% 2.128%

Sum of corrected areas: 27615787
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LSC Report - Integrated Chromatogram

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

Data File : BF104209.D

Aca On > 4 Apr 2018 4:31

Operator : JU/SJ

ﬁ?ggle : J2183-02 ES-8-WATER-LATERAL-2-NW@3
ALS Vial : 26 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: BF104209.D

2500000 6.73

5.59 7.11
2000000 6.50

1500000
7.53

1000000

500000 6.96

%20 520 L \ 7.67

> e ST
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: BF104209.D

9|31

13.08
2500000

2000000
10.79

1500000

1000000 10.00
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500000
9.70
i"“ o9 101(4010.62 0.87 12.87 13.58

ol

Ot e e e e

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: BF104209.D

2500000

2000000

1500000

1000000

500000 15.69

ot~

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 : BF104209.D

Aca On > 4 Apr 2018 4:31

Operator : Ju/SJ

ﬁ?ggle ; J2183-02 ES-8-WATER-LATERAL-2-NW@3
ALS Vial : 26 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.

2.30 5.67 ng 164837 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 36 (2.299 min): BF104209.D (-30) (-) m/z 73.10 100.00%
3
5000
43 55 87 A
220 240 260
Obrr et ety e e e e e || M7z 43.00  32.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA IS L
43 220 240 260
55 87 m/z 55.10 26.27%
0 ﬁg 35‘\W\ ‘ 67| 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73 \
87 A DAL R
220 240 260
5000 41 55 m/z 87.10 25.94%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- A e
73 220 240 260
m/z 71.10 11.94%
5000
45
29
ol 39| 5 67 | 101
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 220 240  2.60
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Library Search Compound Report

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

Data File : BF104209.D

Aca On > 4 Apr 2018 4:31

Operator : Ju/SJ

ﬁ?ggle ; J2183-02 ES-8-WATER-LATERAL-2-NW@3
ALS Vial : 26 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-Pentanol, 2,4-dimethyl- Concentration Rank 4

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

5.20 4.86 ng 141290 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 529 (5.198 min): BF104209.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 RS S R
51 | 83 | 4.80 500 520 5.40 5.60
Ol et 2 b e || M/Z 59.00 59 49%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59
5000
4.80 500 520 5.40 5.60
43 101 m/z 101.10 21.20%
31 ‘ 83
Ol .nnﬂ..??uk.‘..,??w: L N R—
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 560
5000 59 m/z 58.05 16.73%
o 25 3! 37 83 g3 1%
LRI SRR SR SURL LR S SULELL SURLEL S SULLIL UL S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester AR e S e
43 4.80 500 520 5.40 5.60
m/z 41.10 11.38%
57
5000
29 101
o 15 1 51 | 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 520 5.40 5.60
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Library Search Compound Report

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

Data File : BF104209.D

Aca On > 4 Apr 2018 4:31

Operator : Ju/SJ

ﬁ?ggle ; J2183-02 ES-8-WATER-LATERAL-2-NW@3
ALS Vial : 26 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.
6.73 107.77 ng 3130850 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
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): BF104209.D (-786) (-) m/z 131.95 100.00%

132
5000 68

40 54 28 %6 06 117 6.40 6.60 6.80 7.00
01 e B m/z 68.05 39.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal /k
132
5000 67 S RS AR LN RS
a1 97 6.40 6.60 6.80 7.00

53 17 m/z 134.00 32.97%

c...,.”.,.... ...W%QZ.,...,....,”..,..”
m/z--> 20 80 100 120 140 160 180
Abundance

57 132
R Rma T o R EEms
“ 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 24.91%
158 189
S e e Tk
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.40 6.60 6.80 7.00

m/z 69.05 15.86%

5000
63
oL 15 28 39 %2 7 77 % 104456
N TR A i -S| —

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

Data File : BF104209.D

Aca On > 4 Apr 2018 4:31

Operator : Ju/SJ

ﬁ?ggle ; J2183-02 ES-8-WATER-LATERAL-2-NW@3
ALS Vial : 26 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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.19 ng 150074 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 9-methvlheptadecane 254 C18H38 026741-18-4 90
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 1493 (10.869 min): BF104209.D (-1492) (-) m/z 57.00 100.00%
57
5000
4 J
‘ 113 144 166 o1 248 mmmmnmum
Ol bl m/z 43.05 68.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
i L_/\ﬂNv}\\—AJﬂ
5000 R DR DU B B
85 1060 1080 11.00 11 20
4 m/z 71.10 59.58%
0 18 \‘ ‘ \ Il \‘ 1}3 ! 141 169184 212
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360
Abundance
57 (
85 10.60 10.80 11.00 11.20
5000 m/z 85.05 47 .55%
41 140
0 e 168 196 239
mmrwmwmwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- B R RE BRI S o
57 10.60 10.80 11.00 11.20
m/z 41.05 29.17%
5000 85
4
o ‘ | | M3y 158 1 310 |/
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260 280 360 1060 1080 1100 1120
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Library Search Compound Report

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

Data File : BF104209.D

Aca On > 4 Apr 2018 4:31

Operator : Ju/SJ

ﬁ?ggle ; J2183-02 ES-8-WATER-LATERAL-2-NW@3
ALS Vial : 26 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 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.69 ng 123990 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 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 2017 (13.951 min): BF104209.D (-2014) (-) m/z 57.05 100.00%
57
5000 111
; . 13180 1380 14100 1420
(o} m/z 83.05 93.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83

5000
13.60 13.80 14.00 14.20
29 m/z 55.00 90.34%
ol Lol 167 196 238 266 294
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
s s et
13.60 13.80 14.00 14.20
5000 11 m/z 69.05 85.48%
29 139

167 196 224 252 280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
83 13.60 13.80 14.00 14.20

m/z 43.10 83.50%

5000
| ‘

29
ol 167 195 222 250 280 308 336
T S LR

T I T T
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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Library Search Compound Report

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

Data File : BF104209.D

Aca On > 4 Apr 2018 4:31

Operator : Ju/SJ

ﬁ?ggle ; J2183-02 ES-8-WATER-LATERAL-2-NW@3
ALS Vial : 26 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 5
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.63 ng 155648 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 Dodecanamide 199 C12H25N0 001120-16-7 50
3 Hexadecanamide 255 C16H33N0 000629-54-9 43
4 1.1.2-Trimethvl-1-silacvclobutane 114 C6H14Si 030681-90-4 35
5 3-Tridecanol 200 C13H280 010289-68-6 35

Abundance Scan 2177 (14.892 min): BF104209.D (-2172) (-) m/z 59.00 100.00%

5000

¥

83 o7

14.60 14.80 15.00 15.20

112126

140154 170184 208 250

0 m/z 72.00 75.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LN L L L L LB LB LB

14.60 14.80 15.00 15.20
m/z 55.05  45.71%

2 81
0 8112126140154 170184108 221 238 264 281
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
el i M-
14.60 14.80 15.00 15.20
5000 m/z 43.00 31.12%
0o 43
oL 15 86 100114128142156170184 199
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106564: Hexadecanamide R BARREEE
509 14.60 14.80 15.00 15.20
m/z 41.00 26.70%
5000
43 -
N 86 100114128142156170184198212226240 %
N e M NI s o e i A o
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF104209.D

Acq On > 4 Apr 2018 4:31

Operator : JU/SJ

ﬁ?ggle ; J2183-02 ES-8-WATER-LATERAL-2-NW@3
ALS Vial : 26 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 5.7 ng 164837 1 6.96 581039 20.0
2-Pentanol, 2,4-d... 5.20 4.9 ng 141290 1 6.96 581039 20.0
unknown6.73 6.73 107.8 ng 3130850 1 6.96 581039 20.0
Pentadecane 10.87 3.2 ng 150074 4 11.49 941757 20.0
1-Heneicosanol 13.95 3.7 ng 123990 5 14.15 672830 20.0
9-Octadecenamide, ... 14.89 4.6 ng 155648 5 14.15 672830 20.0
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