LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031742.D

Acq On : 23 Dec 2017 10:47

Operator : SJ/JU

Sample - 17040-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 height area % max. total

3.446 21 27 38 rBv2 84092 187265 3.99% 0.998%
3.540 38 43 50 rvB 35690 56616 1.21% 0.302%
rBv 326381 559069 11.92% 2.978%
7.917 780 788 800 rBB 205850 383607 8.18% 2.044%
8.334 851 859 868 rBvV 640217 1179005 25.13% 6.281%
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8.828 933 943 952 rBB 129595 246725 5.26% 1.314%
9.163 992 1000 1013 rBB 655259 1215327 25.91% 6.475%
10.026 1138 1147 1158 rBV 458414 865583 18.45% 4.611%
11.713 1425 1434 1443 rBV 193099 358060 7.63% 1.908%
12.576 1572 1581 1591 rBB 112413 225208 4._80% 1.200%

=
QO ~NO®

11 14.086 1830 1838 1849 rBB 1799007 2880750 61.40% 15.347%
12 15.455 2062 2071 2080 rBV2 343565 567844 12.10% 3.025%
13 16.930 2315 2322 2338 rVB 1408384 2300804 49.04% 12.258%
14 18.193 2529 2537 2549 rVB2 486879 765930 16.33% 4.081%
15 19.010 2671 2676 2684 rBV2 68077 99368 2.12% 0.529%

16 20.250 2880 2887 2898 rBvV2 106377 162956 3.47% 0.868%
17 20.726 2962 2968 2979 rBV 3274874 4691416 100.00% 24.994%
18 22.101 3197 3202 3209 rBV2 68417 108108 2.30% 0.576%
19 22.553 3271 3279 3292 rVB2 497986 940960 20.06% 5.013%
20 26.337 3911 3923 3938 rBV2 299197 975841 20.80% 5.199%

Sum of corrected areas: 18770442
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031742.D

Acq On : 23 Dec 2017 10:47

Operator : SJ/JU

Sample - 17040-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031742.D

3000000
2500000
2000000
1500000

1000000
8.33 9.16
500000 6.24 10.03
i 7.92 11.71
3. Iég 4 8.83 12.58

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG031742.D

2073
3000000

2500000

2000000 14.09

1500000 16.93

1000000

18.19 22.55
500000 15.46
19.01 20.25 22.10
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG031742.D

3000000

2500000

2000000

1500000

1000000

500000 26.34

e  BiliL it il d i - s i Bl B

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG122117.M Tue Dec 26 17:13:40 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031742.D

Acq On : 23 Dec 2017 10:47

Operator : SJ/JU

Sample - 17040-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.54 4_.59 ng 56616 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 25
Abundance Scan 43 (3.540 min): BG031742.D (-38) (-) m/z 73.10 100.00%

3
5000
87

L B B
I." 191 3 40 3. 60 3. 80

0,....,....,..'.'.,.:..,....,....,....,....,...., m/z 87.10 32.59%
m/z--> 20 60 80 100 120 140 160 180
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 T T T T T T T T T

43 3m :mo 3%
55 87 m/z 43.10 30.75%
L

29 ‘
0I"*"'I'"'I""'I""I'"'I""I""I""I""I
m/z--> 20 80 100 120 140 160 180
Abundance
73
87

3.40 360 380

5000 41 55 m/z 55.05 20.82%
29
97 112 129
o N —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4398: Silane, ethyltrimethy!- R e ey
3 3 40 3. 60 3. 80

m/z 45.10 10.35%

5000 59

87
43
29 | | 102

O o L o I LA o o e o e o L T T

m/z--> 20 40 60 80 100 120 140 160 180 3 40 3. 60 3. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031742.D

Acq On : 23 Dec 2017 10:47

Operator : SJ/JU

Sample - 17040-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.33 Concentration Rank 2

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

8.33 95.57 ng 1179010 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10

Abundance Scan 858 (8.328 min): BG031742.D (-851) (-) m/z 132.00 100.00%
5000
68
0 st || 77 61 % so0m J 500 550 om0 a0
Ol bl 67 87 | OO m/z 134.00 32.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS SRR AR
8.00 820 8.40 8.60
2 51 78 m/z 68.10 32.12%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 800 820 840 860
5000 gg 116 m/z 66.00 20.81%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R RERmEEsmms
132 8.00 820 8.40 8.60
m/z 96.00 14.11%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 | I | U
m/z--> 40 60 80 100 120 140 160 180 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031742.D

Acq On : 23 Dec 2017 10:47

Operator : SJ/JU

Sample - 17040-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.01 2.59 ng 99368 Phenanthrene-d10 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2676 (19.010 min): BG031742.D (-2671) (-) m/z 73.00 100.00%
78
435_
129
5000
18.60 18.80 19.00 19.20 19.40
(o} m/z 60.00 83.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
83 18.60 18.80 19.00 19.20 19.40
157 213 m/z 43.10 81.76%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 18.60 18.80 19.00 19.20 19.40
5000 m/z 57.10 74 .92%
129
29 185 228

87
101115 143157171 199,15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
43 73 18.60 18.80 19.00 19.20 19.40

m/z 55.00 63.29%

18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031742.D

Acq On : 23 Dec 2017 10:47

Operator : SJ/JU

Sample - 17040-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.25 4.26 ng 162956 Phenanthrene-d10 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 2887 (20.250 min): BG031742.D (-2880) (-) m/z 73.00 100.00%

73
55

5000

20.00 20.20 20.40 20.60

0 m/z 60.00 70.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000 28 284
20.00 20.20 20.40 20.60
m/z 55.00 69.58%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 80
20.00 20.20 20.40 20.60
5000 129 m/z 57.10 59.97%
83 97
115 157171185 213 256
o 143 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61121: Dodecanoic acid
73 20.00 20.20 20.40 20.60
m/z 43.10 58.90%
43
57
5000
ZT T7 15 ‘ 143157171 ‘
o...,.‘:..Un..“l‘.»‘H.,“‘.‘;.JMJ..u‘.,..‘..‘w.... . —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031742.D

Acq On : 23 Dec 2017 10:47

Operator : SJ/JU

Sample - 17040-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 1-Eicosene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.10 2.30 ng 108108 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 97
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3202 (22.101 min): BG031742.D (-3197) (-) m/z 55.00 100.00%
7
5000 “
125
7 153 181 519 280 311 21.80 22.00 22.20 22.40
o Ay e L m/z 97.05 96.12%
m/z--> 50 100 150 200 250 300
Abundance #127767: 1-Eicosene
43
83
2000 111 21.80 22.00 22.20 22.40
280 m/z 83.10 93.73%
139
ok, .2. .‘l“.6.‘ "LI l‘\ .““. \‘l Ihfl??ll&} I20|9I i |252| —— ———y
m/z--> 50 100 150 200 250 300
Abundance
43 97
69
21.80 22.00 22.20 22.40
5000 m/z 69.05 93.21%
125
ol_26 154 182 210 238 266
m/z--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
5 21.80 22.00 22.20 22.40
97 m/z 57.05 84 .23%
5000
29 125
0 79 | | L 154 17019 224 251269 330
m/z--> 50 100 150 200 250 300 ' 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031742.D

Acq On : 23 Dec 2017 10:47

Operator : SJ/JU

Sample - 17040-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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... 3.54 4.6 ng 56616 1 8.83 246725 20.0
unknown8.33 8.33 95.6 ng 1179010 1 8.83 246725 20.0
n-Hexadecanoic acid 19.01 2.6 ng 99368 4 18.19 765930 20.0
Octadecanoic acid 20.25 4.3 ng 162956 4 18.19 765930 20.0
1-Eicosene 22.10 2.3 ng 108108 5 22.55 940960 20.0
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