LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023101.D

Aca On 14 Jul 2016 14:51

Operator : UM/SJ

Sample : H3996-21

Misc :

ALS Vial : 10 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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 3.037 29 34 52 rBvY 4285025 6647401 82.95% 12.629%
2 5.222 401 406 417 rvVB 207418 324033 4.04% 0.616%
3 5.698 479 487 494 rBV 1633413 2667667 33.29% 5.068%
4 7.308 754 761 775 rVB 1903704 3345571 41.75% 6.356%
5 7.684 818 825 841 rVB 1730026 3024490 37.74% 5.746%

8.154 898 905 913 rVB 422913 727750 9.08% 1.383%
8.477 953 960 969 rvB 1177737 2060592 25.71% 3.915%
9.323 1096 1104 1116 rBV 1152243 2141241 26.72% 4.068%
10.980 1377 1386 1393 rBV 654891 1186885 14.81% 2.255%
13.419 1792 1801 1810 rBY 3210209 5240150 65.39% 9.955%

=
QO ~NO®

11 14.241 1934 1941 1948 rBV 556511 846230 10.56% 1.608%
12 14.799 2029 2036 2046 rBV2 1218448 2019783 25.20% 3.837%
13 16.292 2283 2290 2307 rBV 3142747 4892605 61.05% 9.295%
14 17.279 2453 2458 2462 rBvV2 111600 132983 1.66% 0.253%
15 17.555 2497 2505 2519 rBV2 1673550 2638816 32.93% 5.013%

16 18.019 2580 2584 2589 rVB 90358 110541 1.38% 0.210%
17 18.419 2648 2652 2661 rBV2 174506 283365 3.54% 0.538%
18 20.158 2942 2948 2954 rBV 5907729 8014141 100.00% 15.226%
19 20.828 3057 3062 3068 rVB 133469 188047 2.35% 0.357%
20 21.480 3168 3173 3181 rBV9 77314 212036 2.65% 0.403%

21 21.856 3230 3237 3245 rBV2 1628421 2939242 36.68% 5.584%
22 23.378 3490 3496 3508 rBV5 111318 254624 3.18% 0.484%
23 25.240 3803 3813 3828 rBV2 882187 2738052 34.17% 5.202%

Sum of corrected areas: 52636245
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023101.D

Aca On - 14 Jul 2016 14:51

Operator : UM/SJ

Sample . H3996-21

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023101.D

Aca On 14 Jul 2016 14:51

Operator : UM/SJ

Sample : H3996-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.04 182.68 ng 6647400 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 35 (3.043 min): BG023101.D (-29) (-) m/z 73.10 100.00%
7B
I f\\
5000
—_—— ————
300 320  3.40
0 iy L?? 134 182 221249 201 830 a8l 4930528 | 'm/z 43.10 54.52%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 T LN
300 320 340
m/z 89.10 40.72%
OI”'JI”"I”"P"""'"""'W"""”I"”I"”I'
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
300 320 340
5000 m/z 41.10 10.85%
74
L S A L B L WL B B WL WS
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #719: N-Ethylformamide ——
30 7B 300 320  3.40
m/z 45.10 9.11%
5000 /\\‘
OlhllI""I""I""""""""I""""I""I""II T T T
miz--> 0 50 100 150 200 250 300 350 400 450 500 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023101.D

Aca On 14 Jul 2016 14:51

Operator : UM/SJ

Sample : H3996-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.22 8.91 ng 324033 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 17
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 406 (5.222 min): BG023101.D (-401) (-) m/z 43.10 100.00%
a3
5000
T 450 500 550 540 550
oy B 133 180207 Sl2sAl 408 22| m/z 59.05 66.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR UL SRR LN

480 500 520 540 5.60
m/z 100.95  22.01%

101
0 “.waZQ.{”..,.”. T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
AR e s R s )
4.80 5.00 520 5.40 5.60
5000 m/z 58.10 16.71%
29
100
O T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4384: Propane, 1-ethoxy-2-methyl-
59 4.80 5.00 520 5.40 5.60
31 m/z 41.10 10.29%
5000
102
o zl.j,...ﬂ.”.,..” LA e A R RE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023101.D

Aca On 14 Jul 2016 14:51

Operator : UM/SJ

Sample : H3996-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

: Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.68 Concentration Rank 2

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

7.68 83.12 ng 3024490 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 1H-Indenol 132 C9H80 056631-57-3 10
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10

Abundance Scan 824 (7.678 min): BG023101.D (-818) (-) m/z 132.00 100.00%
132
68
5000
w0 | % 740 7.60 7.80 8.00
o b L 170 205 253 207 350 478 513 | sz 68.10 57.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R L I I R
7.40 7.60 7.80 8.00
3 70 m/z 66.10 38.25%
O'JMW‘M“N"'|”"|'”'|"“|"'w""w"'|”"|'”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 133.95 32.00%
69
39 103
L L L B L WL S WL I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14031: 1H-Indenol ——
132 7.40 7.60 7.80 8.00
m/z 69.10 26.74%
5000
o 7103
0'”lﬂjﬁ|'"w""w'"|”"|'”'|"“|"'w""w" UL UL I I R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023101.D

Aca On 14 Jul 2016 14:51

Operator : UM/SJ

Sample : H3996-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.15 ng 283365 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Heptadecanoic acid 270 C17H3402 000506-12-7 78
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Octadecanoic acid 284 C18H3602 000057-11-4 58
Abundance Scan 2652 (18.419 min): BG023101.D (-2648) (-) m/z 73.00 100.00%
7B
43
5000
18.20 18.40 18.60 18.80
0 AL A4 S8 njz 43.10  74.46%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 LI L B SN B
129 18.20 18.40 18.60 18.80
213 m/z 60.00 70.17%
| “ HF 1 | 157185
OIIHIIHI J“:“‘l“u‘““u”ﬁu‘l‘uj:‘:“lu‘u‘uul‘uuu|||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
18.20 18.40 18.60 18.80
5000 m/z 55.05 63.57%
129 171 214
101
S L L S B L B WL WL WL L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100679: Heptadecanoic acid T
43 18.20 18.40 18.60 18.80
m/z 57.10 59.11%
270
5000
o} A S A e
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071416\
Data File : BG023101.D

Acq On 14 Jul 2016 14:51

Operator : UM/SJ

Sample - H3996-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 3.04 182.7 ng 6647400 1 8.15 727750 20.0
2-Pentanone, 4-hy... 5.22 8.9 ng 324033 1 8.15 727750 20.0
unknown? .68 7.68 83.1 ng 3024490 1 8.15 727750 20.0
n-Hexadecanoic acid 18.42 2.1 ng 283365 4 17.56 2638820 20.0
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