LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110316\

Data File : BG024662.D

Acq On : 4 Nov 2016 00:58 Instrument :
Operator : UM/SJ BNA_G

Sample - H5502-01 ClientSampleld :
Misc : SB-79-0.5-1.0
ALS Vial : 32 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-BG102516.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 3.128 43 49 72 rVB 6161105 10319519 100.00% 21.450%
2 4.720 315 320 331 rvB 128594 211280 2.05% 0.439%
3 5.331 416 424 433 rBY 572642 944630 9.15% 1.963%
4 5.795 496 503 513 rBvV 1428064 2419500 23.45% 5.029%
5 7.399 769 776 787 rBV 1625337 2970073 28.78% 6.174%

7.793 836 843 851 rBV 1494293 2691299 26.08% 5.594%
8.269 917 924 933 rBV 335871 609162 5.90% 1.266%
1195478 2084222 20.20% 4_.332%
9.444 1116 1124 1135 rVB 990249 1888149 18.30% 3.925%
11.095 1398 1405 1413 rVB 441476 827403 8.02% 1.720%
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11 13.504 1807 1815 1826 rBV 2544327 4042258 39.17% 8.402%
12 14.321 1948 1954 1960 rBV 562869 826494 8.01% 1.718%
13 14.885 2043 2050 2057 rVB 773707 1210211 11.73% 2.516%
14 16.365 2295 2302 2314 rBV 1612563 2596016 25.16% 5.396%
15 16.536 2327 2331 2335 rBV3 79122 120044 1.16% 0.250%

16 17.623 2509 2516 2522 rBV 1090936 1688095 16.36% 3.509%
17 17.958 2567 2573 2581 rBV4 54849 111606 1.08% 0.232%
18 20.202 2949 2955 2962 rBV 5341066 7609724 73.74% 15.817%
19 21.495 3171 3175 3184 rBV4 143282 280892 2.72% 0.584%
20 21.918 3240 3247 3256 rVB 1327871 2340459 22.68% 4 _.865%

21 25.349 3818 3831 3843 rBV2 737450 2318810 22.47% 4._.820%

Sum of corrected areas: 48109846
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024662.D

Acqg On : 4 Nov 2016 00:58

Operator : UM/SJ

Sample - H5502-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024662.D
60000001 3|13

5000000
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3000000

2000000
5.80 7.40 7.79
8.59
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533 8.27 11.10
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R e T T L L T e T o SRR

Time--> 3. OO 3.50 4.00 A4. 50 5. OO 5. 50 6. OO 6. 50 7. OO 750 8.00 850 9.00 9.50 10. OO 10 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG024662.D
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Time--> 13.00 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: BG024662.D
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5000000
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R L L L R B BRI L N EEEI s

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 : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024662.D

Acq On : 4 Nov 2016 00:58

Operator : UM/SJ

Sample - H5502-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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 1 unknown3.13 Concentration Rank 1

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

3.13 338.81 ng 10319500 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 28
2 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 17
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 49 (3.128 min): BG024662.D (-43) (-) m/z 73.05 100.00%
3
43
5000
300 320 340
0 A 107 147178 244 280310 A3 48 | 'm/z 43.10 67.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4787: Propane, 2,2-dimethoxy-
73
43
%000 1 300 320 340
’ m/z 89.05 44.91%
I IJ ; \H‘ ‘l

m/z--> 0 50 100 150 200 250 300 350 400 450 500

P

Abundance
73
43 LB o e o M
3.00 320 3.40
5000 m/z 41.05 14.61%
5 100
L B B B o S B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2222: 1,3-Diaminoguanidine S
43 3.00 320 3.40
m/z 45.10 12.45%
89
5000
1
IIIIIIIIlIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIII IIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024662.D

Acq On : 4 Nov 2016 00:58

Operator : UM/SJ

Sample - H5502-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.72 6.94 ng 211280 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 86
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72

Abundance Scan 320 (4.720 min): BG024662.D (-315) (-) m/z 83.10 100.00%
55 83
5000
‘ 440 460 480 500
e 118147 101221 274303 357 44M67T | "n/z 55.10  83.90%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #3241: 3-Penten-2-one, 4-methyl-
55 83
500071 29 ISR RS SN LR
440 4.60 4.80 5.00
\ m/z 43.10 33.67%
J \1\ \\‘ |

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
83
55 I A EARERREE RS EEE R
4.40 4.60 4.80 5.00
5000 m/z 98.10 29.11%
29
L B N o BB e e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #3090: Furan, 2-methoxy- T  ERameEEE R
83 4.40 4.60 4.80 5.00
S5 m/z 39.10 25.69%
5000
L e L o e SN
m/z--> 50 100 150 200 250 300 350 400 450 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024662.D

Acq On : 4 Nov 2016 00:58

Operator : UM/SJ

Sample - H5502-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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 4

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

5.33 31.01 ng 944630 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 424 (5.331 min): BG024662.D (-416) (-) m/z 43.10 100.00%
a3
5000
s 50 520 540 560
kAl 134162 197 231 264 327 384410441 478 ' 'm/z 59.10 58.91%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 e ——
5.00 5.20 5.40 5.60

m/z 101.10 20.10%

‘ 101
e e = = = = T SR T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
N N A EEREE
5.00 5.20 5.40 5.60
5000 m/z 58.05 13.57%
101
15 1 69
L i o L o O LA e e o o R e i o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4417: 3-Hexanol
9 5.00 5.20 5.40 5.60
m/z 41.10 8.78%
5000{ 31
‘ 84 paeraans
L o L o o o o L e o B o Pt P PPt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024662.D

Acq On : 4 Nov 2016 00:58

Operator : UM/SJ

Sample - H5502-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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 unknown7.79 Concentration Rank 2

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

7.79 88.36 ng 2691300 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 22
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 842 (7.787 min): BG024662.D (-836) (-) m/z 132.00 100.00%
132
5000 68
2 il 177 207 281308 377 429 473 536 7.0 7.60 780 800 _8.20
LS - i, . IR R m/z 68.05 51.01%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 ¥ R AR RARSA AR RARR N
7.40 7.60 7.80 8.00 8.20
g 70 m/z 66.10 38.25%
'wa‘“w""l“"l"“ LI SN S DAL B S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
69 RN AN SR RN
104 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 31.41%
31
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile A R
132 7.40 7.60 7.80 8.00 8.20
m/z 69.05 25.04%
5000
92
39?5
S L I R B S WA AR AR SRR SRR LN N LS R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024662.D

Acq On : 4 Nov 2016 00:58

Operator : UM/SJ

Sample - H5502-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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 3-Octadecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.49 2.40 ng 280892 Chrysene-d12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 90
2 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 81
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 74
4 1-Pentadecene 210 C15H30 013360-61-7 62
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 50
Abundance Scan 3174 (21.489 min): BG024662.D (-3171) (-) m/z 55.10 100.00%
55
83
5000
245 282 327356 21.20 21.40 21.60 21.80
e oraw0 03 9 "w/z 57.10 88.33%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104188: 3-Octadecene, (E)-
41 (69
97
5000 AR SR I B
21.20 21.40 21.60 21.80
m/z 83.05 74 _55%
LU h ‘\H 154180 224752

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

83 21.20 21.40 21.60 21.80
5000 m/z 43.10 62.48%

111

9
181 222250 297

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #175127: Trifluoroacetoxy hexadecane A e
57 21.20 21.40 21.60 21.80
97 m/z 97.10 60.26%
5000
29 25
1] | 154 196224 269 330
e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024662.D

Acq On > 4 Nov 2016 00:58

Operator : UM/SJ

Sample - H5502-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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]
unknown3.13 3.13 338.8 ng 10319500 1 8.27 609162 20.0
3-Penten-2-one, 4... 4.72 6.9 ng 211280 1 8.27 609162 20.0
2-Pentanone, 4-hy... 5.33 31.0 ng 944630 1 8.27 609162 20.0
unknown7 .79 7.79 88.4 ng 2691300 1 8.27 609162 20.0
3-Octadecene, (E)- 21.49 2.4 ng 280892 5 21.92 2340460 20.0
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