LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO072115\

Data File : BG018027.D

Acq On - 21 Jul 2015 18:09 Instrument :
Operator : TP/UM BNA_G

Sample - G3027-09 ClientSampleld :
Misc : SB-08-1.0-1.5
ALS Vial : 9 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-BG071715_.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 4.691 336 341 351 rvVB 99457 142744  4_.06% 0.690%
2 5.155 413 420 430 rVB 715662 993319 28.27% 4.801%
3 6.736 683 689 701 rBY 700736 1099578 31.29% 5.314%
4 7.088 742 749 759 rVB 734511 1169851 33.29% 5.654%
5 7.547 822 827 834 rVB 168152 264434 7.52% 1.278%

7.864 875 881 888 rvB 536418 854051 24 .30% 4.128%
8.704 1017 1024 1034 rVB 433706 699889 19.92% 3.383%
10.332 1293 1301 1308 rBV 242374 396334 11.28% 1.915%
12.829 1719 1726 1733 rBV 1256763 1881279 53.53% 9.092%
13.675 1865 1870 1876 rBV 167106 224804 6.40% 1.086%

=
QO ~NO®

11 14.215 1956 1962 1969 rBvV2 400182 609880 17.35% 2.948%
12 15.714 2210 2217 2229 rBV 1350053 1915878 54.52% 9.259%
13 16.965 2425 2430 2436 rBV2 575273 802167 22.83% 3.877%
14 17.882 2574 2586 2607 rVB 768158 2146358 61.08% 10.373%
15 19.174 2798 2806 2826 rVB 843307 1924409 54.76% 9.301%

16 19.615 2876 2881 2888 rBV 2756649 3514199 100.00% 16.984%
17 21.166 3141 3145 3150 rBV 794375 1006487 28.64% 4._.864%
18 23.369 3515 3520 3529 rVB 566724 1045500 29.75% 5.053%

Sum of corrected areas: 20691161
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BGO72115\

BG018027.D

21 Jul 2015 18:09

TP/UM

G3027-09

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG018027.D

5.16 6.74 7.09
7.86 670
10.33

4.69 7.55 A

Wl==s

Time-->

3.00

9.50

10.00 10.50 11.00

5.00

8.00 850 9.00

4.00 4.50

550 6.00 650 7.00 7.0

3.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG018027.D

19,61

15.71
12.83

19.17
17.88

16.97
14.22

13.67
J

0

Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG018027.D

21.17
23.37

SN

0
Time-->

21.00 2150 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018027.D

Acq On 21 Jul 2015 18:09

Operator : TP/UM

Sample - G3027-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.69 10.80 ng 142744 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 1,2-Butanediol, (.-+/-.)- 90 C4H1002 026171-83-5 23
4 t-Butyl ethyl ether 102 C6H140 1000118-18-4 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 341 (4.691 min): BG018027.D (-336) (-) m/z 43.00 100.00%
43
59
5000
101
440 4.60 4.80 5.00
83
e okl 87 78 Tm/z 59.00 67.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L R R
59 440 460 480 5.00
m/z 101.00 32.32%
25 31 37 | 83 o3 %
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
0,
5000 101 m/z 57.95 16.64%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2273: 1,2-Butanediol, (.+/-.)-
3 50 440 4.60 4.80 5.00
m/z 41.00 8.91%
5000
41
B ml lasll n e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018027.D

Acq On 21 Jul 2015 18:09

Operator : TP/UM

Sample - G3027-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
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 unknown7.09 Concentration Rank 1

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

7.09 88.48 ng 1169850 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (7.088 min): BG018027.D (-742) (-) m/z 132.00 100.00%
5000
68
40 54 ‘ 75 % 143 6.80 7.00 7.20 7.40
....,...:;-:..“ﬁ::..??:l-.',..'..,.f.*?.,..!.,.':..,.1.1?.,....,'...,.. m/z 134.00 32.64%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BN UL L
6.80 7.00 7.20 7.40
/z 68.00 30.89%
31 51 78 m
38
'"Wh'Mlﬁﬁ'M"W"JI'”'I”"P"W'“'I”"P"W‘”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
AR AR A MR
6.80 7.00 7.20 7.40
5000 67 m/z 66.00 19.92%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine A B B
132 6.80 7.00 7.20 7.40
m/z 69.00 12 .82%
97
5000
70
31
;o M8l B0 1T gs | 05 196
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018027.D

Acq On 21 Jul 2015 18:09

Operator : TP/UM

Sample - G3027-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.88 53.51 ng 2146360 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 49

Abundance Scan 2586 (17.882 min): BG018027.D (-2574) (-) m/z 73.00 100.00%

43

5000

213 2%6 _ﬁ_v_w_wmz//\\mv_wN_wﬁﬁﬂ

17.60 17.80 18.00 18.20
m/z 60.00 80.31%

157 185

284302318

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid
43

5

5000 LA L L L L L L
17. 60 17. 80 1800 18. 20
2 213 m/z 43.10 73.63%
S
g _lll)
RARRAARR LSS o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 A B T S
17.60 17.80 18.00 18.20
5000 129 m/z 55.00 62.61%
185
97 228
27 13 157 11
WWTWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65562: Tridecanoic acid B B L L
43 73 17.60 17.80 18.00 18.20
m/z 41.00 60.18%
5000
ZT ‘ 29 gy
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018027.D

Acq On 21 Jul 2015 18:09

Operator : TP/UM

Sample - G3027-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.17 38.24 ng 1924410 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 2805 (19.168 min): BG018027.D (-2798) (-) m/z 73.00 100.00%
3 B
5000
s 3 18.80 19.00 19.20 19.40
ol B3 m/z 60.00 81.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid
43 73
5000 129 NN SRR B
18.80 19.00 19.20 19.40
‘ 97 185 o4 284 m/z 43.10 81.24%
?'5.“. AL ‘.““h.“l ‘.‘Jl-?.?.‘ .“. ‘,2.1‘:.)’. b .“. ]
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 55.05 72.60%
97 199 242
157
miz-> 50 100 150 200 250 300 350 400
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester AL B SR I
43 18.80 19.00 19.20 19.40
m/z 57.10 70.04%
73
5000 284 M_ufvj\wquj/\\\aﬂ_/kw‘QAﬂﬁ
129
97
185
- wiu JL“}%M& J}?7J.t}2i?‘??ﬁu N S/ — e —————
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018027.D

Acq On 21 Jul 2015 18:09

Operator : TP/UM

Sample - G3027-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
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]
2-Pentanone, 4-hy... 4.69 10.8 ng 142744 1 7.55 264434 20.0
unknown7 .09 7.09 88.5 ng 1169850 1 7.55 264434 20.0
n-Hexadecanoic acid 17.88 53.5 ng 2146360 4 16.97 802167 20.0
Octadecanoic acid 19.17 38.2 ng 1924410 5 21.17 1006490 20.0
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