LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\

Data File : BG032020.D

Acq On : 13 Jan 2018 2:18 Instrument :
Operator : SJ/JU BNA_G
Sample - J1106-02 ClientSampleld :
Misc - CLEAN-SAND-14
ALS Vial : 17 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-BG011218_.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

3.414 15 21 30 rBv2 31215 69666 1.81% 0.374%
3.502 32 36 45 rVB 27775 42200 1.10% 0.227%
rvB 30588 54854 1.43% 0.295%
6.199 487 495 504 rBvV 606275 1044552 27.20% 5.608%
7.880 772 781 795 rBV 591617 1148960 29.92% 6.169%
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8.285 841 850 865 rBvV 655149 1197520 31.18% 6.430%
8.773 926 933 942 rVB 163454 296069 7.71% 1.590%
9.108 982 990 1004 rBB 539962 989149 25.75% 5.311%
9.965 1127 1136 1151 rBV 345804 677489 17.64% 3.638%
11.658 1415 1424 1433 rBV 227114 435146 11.33% 2.336%

=
QO ~NO®

11 14.031 1820 1828 1841 rVB 1399183 2258082 58.79% 12.124%
12 14.824 1957 1963 1969 rBV 136613 211342 5.50% 1.135%
13 15.406 2055 2062 2073 rVB2 402050 696582 18.14% 3.740%
14 16.188 2183 2195 2199 rBV2 33606 53033 1.38% 0.285%
15 16.875 2304 2312 2327 rBV 1186048 1878928 48.92% 10.088%

16 17.039 2336 2340 2350 rVB 26386 46492 1.21% 0.250%
17 18.132 2520 2526 2536 rBV2 583434 943128 24.56% 5.064%
18 18.949 2657 2665 2677 rBV2 87803 139542 3.63% 0.749%
19 20.670 2952 2958 2968 rBV 2838463 3840711 100.00% 20.621%
20 22.010 3180 3186 3198 rBV 173188 289929 7.55% 1.557%

21 22.474 3257 3265 3276 rBV 613917 1136626 29.59% 6.103%
22 26.199 3886 3899 3914 rBV2 353049 1174948 30.59% 6.308%

Sum of corrected areas: 18624948
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032020.D

Acq On : 13 Jan 2018 2:18

Operator : SJ/JU

Sample - J1106-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG032020.D

2500000
2000000
1500000

1000000

6.20 7.83 829 9.11
500000 0.07

8.77 11.66

33150 5.69

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG032020.D

20167
2500000

2000000

1500000 14.03
16.87

1000000

18.13 22.47
500000 15.41

22.01
14.82 16.19 7.04 18.95

O TR o o o o L o e L L e o o o B B B L LA e e o o

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: BG032020.D

2500000

2000000

1500000

1000000

500000 26.20

e T o T B T e e R e

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
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032020.D

Acq On : 13 Jan 2018 2:18

Operator : SJ/JU

Sample - J1106-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 7

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

3.50 2.85 ng 42200 1,4-Dichlorobenzene-d4 8.77
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 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance Scan 36 (3.502 min): BG032020.D (-32) (-) m/z 73.10 100.00%
3
5000 /\
4355 87 A
| 007 340 360  3.80
o L m/z 43.00 32.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L L R
43 340 360  3.80
55 87 m/z 87.00 27.47%
0"”I'U”JJ'”I'J“I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87 ey
340 360  3.80
5000 41 55 m/z 54.95 23.76%
29
e R IS UL '??'}%%I }??'I' D S Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1877: Acetamide, N-ethyl- Ay
30 340 360  3.80
m/z 71.10 9.78%
5000 43 87
15 72
0 1
L S U FULEL SIS UL UL B I I I LA L R
m/z--> 20 40 60 80 100 120 140 160 180 200 340 360 380
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032020.D

Acq On : 13 Jan 2018 2:18

Operator : SJ/JU

Sample - J1106-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.69 3.71 ng 54854 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 32
3 Butanoic acid, 3-hydroxy-3-methy... 132 C6H1203 006149-45-7 28
4 4,5-Dimethyl-3-heptanol 144 C9H200 019549-76-9 25
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 408 (5.688 min): BG032020.D (-402) (-) m/z 43.00 100.00%
43
59
5000
101
73 83 540 5.60 5.80 6.00
Ol b 2 A B Th/z 50.00 66.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 540 560 580 600
m/z 101.00 27 .14%
15 4 ‘ 101
0"'LI'Wh'w"'*I""F?"“J""I""I'”'I""I"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
540 560 580 600
0,
5000 101 m/z 58.00 23.10%
28 59
70 84
15
e L L L L UL WL LA B W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14332: Butanoic acid, 3-hydroxy-3-methyl-, methyl ester
43 540 5.60 5.80 6.00
59 m/z 41.10 9.96%
5000
85
31 24 117
\\‘ ul ] \‘\ ‘ 1(\)1
e L L L L UL WL LA B W U U L L R
m/z--> 20 40 60 80 100 120 140 160 180 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032020.D

Acq On : 13 Jan 2018 2:18

Operator : SJ/JU

Sample - J1106-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 4 unknown8.29 Concentration Rank 1

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

8.29 80.89 ng 1197520 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 25
3 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 12
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 851 (8.291 min): BG032020.D (-841) (-) m/z 132.00 100.00%
32
5000
68
10 4 54 o |‘| 5 g 104 1, 800 820 840 860
B L T RN M m/z 134.00 33.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I I R
8.00 8.20 8.40 8.60
78 m/z 68.10 30.65%
31 35 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
800 820 840 860
5000 m/z 66.00 22 .23%
33 44 g7 105
51 60 70 78 g 115
O I B B B o LR R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile SR s
132 8.00 820 8.40 8.60
m/z 96.00 14 .36%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 860
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032020.D

Acq On : 13 Jan 2018 2:18

Operator : SJ/JU

Sample - J1106-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.95 2.96 ng 139542 Phenanthrene-d10 18.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2665 (18.949 min): BG032020.D (-2657) (-) m/z 73.00 100.00%

60 7B
43
5000 129 213
157171
185 256

18. 60 18 80 109. 00 19. 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

m/z 60.00 85.11%
18.60 18.80 19.00 19.20

m/z 43.10 70.97%

213
143 157171185 199

o m ‘ Al

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 18.60 18.80 19.00 19.20
5000 m/z 55.10 69.84%
129
29 87 115 171 . 214
ol 15 jo1 152 198
N B o o R N RAREREEEEw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 78 18.60 18.80 19.00 19.20
m/z 57.10 52.48%
129
5000 29
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032020.D

Acq On : 13 Jan 2018 2:18

Operator : SJ/JU

Sample - J1106-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 7 Cycloeicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.01 5.10 ng 289929 Chrysene-di12 22.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 99
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 1-Heptacosanol 396 C27H560 002004-39-9 95

Abundance Scan 3186 (22.010 min): BG032020.D (-3180) (-) m/z 83.10 100.00%
55
5000 11 /\\m‘
139 21160 2180 22,00 2220 22,40
182 207
ol A 16577 207224244 280 341 Chyy 97.10  87.92%
m/z--> 50 100 150 200 250 300
Abundance #127768: Cycloeicosane
55
5000
29 21.60 21.80 22.00 22.20 22.40
11 m/z 55.10 87.20%
Ll \\ | “\ A1 168 106 204 252 280
m/z--> 56 o 200 250 360
Abundance
57 83
71160 21180 2200 22,20 2240
5000 11 m/z 57.05 80.80%
29 139
o 167 195 222 250 280 308 336
m/z--> 55 160 150 260 250 360
Abundance #131391: n-Nonadecanol-1 T i R R
55 8 mmmmnmnmnm
m/z 43.10 71.05%
5000 111
29
0 \M 1l J ’ { \‘ 11?9 168 196 238 266
m/z--> m m 150 200 250 ﬁo ' mmmmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032020.D

Acq On : 13 Jan 2018 2:18

Operator : SJ/JU

Sample - J1106-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218.M
Quant Title : 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... 3.50 2.9 ng 42200 1 8.77 296069 20.0
2-Pentanone, 4-hy... 5.69 3.7 ng 54854 1 8.77 296069 20.0
unknown8.29 8.29 80.9 ng 1197520 1 8.77 296069 20.0
n-Hexadecanoic acid 18.95 3.0 ng 139542 4 18.13 943128 20.0
Cycloeicosane 22.01 5.1 ng 289929 5 22.47 1136630 20.0
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