LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032044.D

Acq On : 15 Jan 2018 22:36

Operator : SJ/JU

Sample - Ji1117-21

Misc :

ALS Vial : 12 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
1 3.408 14 20 30 rBv2 44940 93049 2.16% 0.465%
2 3.496 30 35 46 rvB 40628 63563 1.47% 0.318%
3 5.682 400 407 418 rVB 36447 63340 1.47% 0.317%
4 6.193 486 494 504 rBY 698678 1209776 28.04% 6.047%
5 7.874 772 780 792 rBV 693277 1292192 29.95% 6.459%

8.279 841 849 858 rBV 734650 1350922 31.31% 6.753%
8.767 921 932 942 rVB2 138627 252938 5.86% 1.264%
9.102 980 989 1004 rBV 559654 1052788 24.40% 5.262%
9.965 1127 1136 1145 rBV 404219 775536 17.97% 3.877%
11.652 1414 1423 1431 rBV 191797 357821 8.29% 1.789%

=
QO ~NO®

11 14.025 1818 1827 1839 rBV 1341017 2123574 49.22% 10.615%
12 14.824 1956 1963 1969 rBV 120900 188514 4._37% 0.942%
13 15.400 2053 2061 2070 rVB2 343418 575126 13.33% 2.875%
14 16.875 2304 2312 2324 rBV 1442298 2317817 53.72% 11.586%
15 18.132 2515 2526 2537 rBV2 558024 881332 20.43% 4._.405%

16 18.943 2659 2664 2676 rBV2 101460 182252 4.22% 0.911%
17 20.664 2951 2957 2967 rBV 3289032 4314617 100.00% 21.567%
18 22.004 3179 3185 3198 rBV 171170 307154 7.12% 1.535%
19 22.292 3228 3234 3242 rBV 165746 271624 6.30% 1.358%
20 22.468 3256 3264 3276 rBV 618583 1148684 26.62% 5.742%

21 26.182 3883 3896 3912 rBV2 341311 1183375 27.43% 5.915%

Sum of corrected areas: 20005994
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032044.D

Acq On : 15 Jan 2018 22:36

Operator : SJ/JU

Sample - Ji11i7-21

Misc :

ALS Vial : 12 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: BG032044.D

3000000
2500000
2000000
1500000

1000000
6.19 7.87 8.28
9.10

500000 9.97

11.65
33150 5.68 8.77
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T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG032044.D

20.66
3000000

2500000
2000000
1500000 14.03 16.87

1000000

18.13 22.47

500000 15.40
14.82 18,94
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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: BG032044.D

22.002.2

3000000
2500000
2000000
1500000
1000000

500000 26.18

e T e B T

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\BG011518\
Data File : BG032044.D

Acq On : 15 Jan 2018 22:36

Operator : SJ/JU

Sample - Ji11i7-21

Misc :

ALS Vial : 12 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 5

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

3.50 5.03 ng 63563 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 72
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 5

Abundance Scan 36 (3.502 min): BG032044.D (-30) (-) m/z 73.10 100.00%
73
5000
43 87
M | - 340 360 380
N HESSSNUMES S m/z 43.00 30.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LI L L |
3.40 360 380
43 87
m/z 87.10 28.53%
| \‘\ o || ‘
o L o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73
il T
3.40 360 3.80
5000 m/z 55.05 27 .60%
45
29
0 59 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #734: N-Ethylformamide L B e B e
3 3.40 3.60 3.80
73 m/z 71.10 11.76%
5000
44 58
1
o’ —_ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 3.40 3.60 380
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032044.D

Acq On : 15 Jan 2018 22:36

Operator : SJ/JU

Sample - Ji11i7-21

Misc :

ALS Vial : 12 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 6

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

5.68 5.01 ng 63340 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 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 407 (5.682 min): BG032044.D (-400) (-) m/z 43.00 100.00%
43
59
5000
101 SNV U
| 69 83 5.40 5.60 5.80 6.00
e = o o o T R ma e e m/z 59.10 59.22%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L I L
59 540 560 580 6.00
m/z 101.10 23.67%
o 25 3! 37 | 83 g3 1%
I N UL SRR UL SURIL SURELL SULILL IO SO UL
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43
540 560 580 6.00
5000 m/z 58.10 15.86%
55
0 37 49 65 71 77 83 98
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #214: Acetone
43 5.40 5.60 5.80 6.00
m/z 41.00 7.93%
5000
15
58
0 2 A %\7\ 1]
I S UL UL UL SURIL SURRLL SURILL IO SULI UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 540 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\BG011518\
Data File : BG032044.D

Acq On : 15 Jan 2018 22:36

Operator : SJ/JU

Sample - Ji11i7-21

Misc :

ALS Vial : 12 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 unknown8.28 Concentration Rank 1

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

8.28 106.82 ng 1350920 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 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 849 (8.279 min): BG032044.D (-841) (-) m/z 132.00 100.00%
5000
68
40 %6 800 8.20 8.40 8.60
54 : : :
o fer | eS| m/z 68.10 34.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 D
8.00 820 8.40 8.60
2 51 78 m/z 134.00 33.18%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 800 8.20 8.40 8.60
5000 gg 116 m/z 66.10 23.19%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- ST
132 8.00 820 8.40 8.60
m/z 69.10 16.25%
117
5000
91
27 ¥ 8L e 77 ‘ 105 ‘ ‘
0 w“--u--W-rm--ﬁu-ﬂ-u“--lH-P‘-.-n-u----u---- R U L UL L
m/z--> 20 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032044.D

Acq On : 15 Jan 2018 22:36

Operator : SJ/JU

Sample - Ji11i7-21

Misc :

ALS Vial : 12 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 7
R.T. EstConc Area Relative to ISTD R.T.
18.94 4.14 ng 182252 Phenanthrene-d10 18.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 47
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 Tetradecanoic acid 228 C14H2802 000544-63-8 35
5 Undecanoic acid 186 C11H2202 000112-37-8 30
Abundance Scan 2663 (18.937 min): BG032044.D (-2659) (-) m/z 73.10 100.00%
5000
157 185 213
256 18.60 18.80 19.00 19.20
(o} m/z 43.10 76.90%
m/z--> 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
5000
18.60 18.80 19.00 19.20
‘ 157 1g5 213 256 m/z 60.00 76.13%
o H“ﬂ ‘.”‘“‘.‘lu‘.‘..|“....|....|....|....
m/z--> 200 250 300 350 400
Abundance
43 73
18.60 18.80 19.00 19.20
5000 129 m/z 55.10 75.41%
97 199 242
157
0"'I""I""I""I"" UL UL SR SR
m/z--> 100 150 200 250 300 350 400
Abundance #39474: n-Decanoic acid
18.60 18.80 19.00 19.20
m/z 57.10 62.78%
5000
191 A7
0! I —r————————————————————————T
m/z--> 100 1&'3 2(')0 250 3(')0 3&'30 4(')0 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\BG011518\
Data File : BG032044.D

Acq On : 15 Jan 2018 22:36

Operator : SJ/JU

Sample - Ji11i7-21

Misc :

ALS Vial : 12 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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.00 5.35 ng 307154 Chrysene-di12 22.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 3184 (21.998 min): BG032044.D (-3179) (-) m/z 55.00 100.00%
55
5000
182 208 21.60 21.80 22.00 22.20 22.40
ol 282251 262 m/z 83.10 97.69%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 NI PR U SN B
21.60 21.80 22.00 22.20 22.40
29 125 m/z 57.10 90.24%
oL L il7 | Ay ee 196 224 omi260 g0
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
21,60 21.80 22.00 22.20 22.40
5000 111 m/z 97.10 88.58%
29
o 139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 R e e S
7 83 21.60 21.80 22.00 22.20 22.40
m/z 69.10 85.25%
5000 111
29 139
o ‘ J‘ | Jy |, 167 195 222 250 280 308 336 )
m/z--> 50 100 150 200 250 300 350 21.60 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032044.D

Acq On : 15 Jan 2018 22:36

Operator : SJ/JU

Sample - Ji1117-21

Misc :

ALS Vial : 12 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.50 5.0 ng 63563 1 8.77 252938 20.0
2-Pentanone, 4-hy... 5.68 5.0 ng 63340 1 8.77 252938 20.0
unknown8.28 8.28 106.8 ng 1350920 1 8.77 252938 20.0
n-Hexadecanoic acid 18.94 4.1 ng 182252 4 18.13 881332 20.0
Trifluoroacetoxy ... 22.00 5.3 ng 307154 5 22.47 1148680 20.0
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