LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017671.D

Acq On : 13 Jun 2015 12:27

Operator : TP/1Z

Sample : G2627-13

Misc :

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-BG061215_.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 5.111 407 412 423 rBvV 188507 272791 8.30% 2.593%
2 6.733 682 688 699 rBV 113869 183382 5.58% 1.743%
3 7.068 739 745 752 rBVY 373931 593018 18.04% 5.637%
4 7.526 817 823 829 rvB2 84649 134960 4.11% 1.283%
5 7.843 870 877 885 rBVY 376968 587700 17.88% 5.586%
6 8.689 1015 1021 1030 rBV 285329 459236 13.97%  4.365%
7 10.317 1293 1298 1306 rBV 94998 172740 5.25% 1.642%
8 12.814 1717 1723 1731 rBV 846516 1237144 37.63% 11.759%
9 14.206 1951 1960 1967 rBV2 178566 279081 8.49% 2.653%
10 15.704 2209 2215 2225 rBV 924935 1347998 41.00% 12.813%
11 15.863 2238 2242 2245 rBV3 30578 40422 1.23% 0.384%
12 16.962 2423 2429 2434 rBV 290046 402601 12.25% 3.827%
13 17.873 2579 2584 2589 rBV5 47290 72058 2.19% 0.685%
14 17.943 2592 2596 2604 rVB5 52915 81635 2.48% 0.776%
15 19.159 2799 2803 2812 rBV5 32819 56893 1.73% 0.541%
16 19.394 2837 2843 2846 rBV2 28719 44621 1.36% 0.424%
17 19.606 2873 2879 2892 rBV 2696408 3287678 100.00% 31.249%
18 20.975 3106 3112 3117 rBV10 31374 56274 1.71% 0.535%
19 21.163 3139 3144 3151 rBV 476485 601263 18.29% 5.715%
20 22.173 3313 3316 3321 rBV6 19105 32882 1.00% 0.313%

21 23.360 3512 3518 3527 rVB 321388 576428 17.53% 5.479%

Sum of corrected areas: 10520805
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG061215\
BGO17671.D
13 Jun 2015 12:27

TP/1Z

G2627-

13

32 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017671.D

Acq On : 13 Jun 2015 12:27

Operator : TP/1Z

Sample : G2627-13

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_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 unknown7.07 Concentration Rank 1

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

7.07 87.88 ng 593018 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 18
2 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 14
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 12
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 12

Abundance Scan 745 (7.068 min): BG017671.D (-739) (-) m/z 131.95 100.00%
132
5000 68
40 | 99 " 680 7.00 7.20 7.40
o! L..l,l.. ol 289 355 412 448 SO1 m/z 68.00 50.12%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14015: 1H-Benzimidazole, 2-methyl-
132
5000 RS RIS UL L IR
6.80 7.00 7.20 7.40
63 m/z 66.00 48.32%
27 ‘ 90
OII\I|I\‘i\‘l\h‘lw“ll\‘l‘\l I L
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56 132
" 680 7.00 7.20 7.40
5000 m/z 134.00 30.93%
27 o1
L S o L L S B LI S WL
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- R e e  REmas
132 6.80 7.00 7.20 7.40
m/z 69.10 27 .35%
5000
104
63
OI”'UPL**IJ”'I'”'I"”I"'W"'W""P"'I”"I' RS U UL L IR
mz-> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017671.D

Acq On : 13 Jun 2015 12:27

Operator : TP/1Z

Sample : G2627-13

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_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 3 unknownl5.86 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.86 2.01 ng 40422 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methoxyacetic acid, 3-tridecyl e...
2 Methoxyacetic acid, decyl ester

3 Methoxyacetic acid, 4-tetradecyl...
4 Methoxyacetic acid, 3-tetradecyl...
5 2-Heptene, l-ethoxy-, (2)-

272 C16H3203
230 C13H2603
286 C17H3403
286 C17H3403
142 C9H180

1000282-04-6 47
259141-02-1 42
1000282-05-0 42
1000282-04-9 38
051149-74-7 32

Abundance Scan 2241 (15.857 min): BG017671.D (-2238) (-) m/z 45.00 100.00%
71

5000
155
200223545 273595 330 429 15.60 15.80 16.00 16.20
(o} m/z 41.00 93.42%
miz--> 50 100 150 200 250 300 350 400
Abundance #101781: Methoxyacetic acid, 3-tridecyl ester
5
5000
71 15.60 15.80 16.00 16.20

m/z 71.10 83.65%

T L B

0 AT e —
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
15.60 15.80 16.00 16.20
5000 m/z 43.00 65.58%
71
97 140 185
o Ay
m/z--> 50 100 150 200 250 300 350 400
Abundance #109916: Methoxyacetic acid, 4-tetradecyl ester
5 15.60 15.80 16.00 16.20
m/z 85.00 60.76%
71
5000
L Ll 7 127 169197 o4
- I 117 I T T T I T T T T I T T 1T I T T 1 T I T T 1 T I T T 1 T I T T 1 T
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017671.D

Acq On : 13 Jun 2015 12:27

Operator : TP/1Z

Sample : G2627-13

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_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 4
R.T. EstConc Area Relative to ISTD R.T.
17.87 3.58 ng 72058 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
2 Heptadecanoic acid 270 C17H3402 000506-12-7 38
3 Undecanoic acid 186 C11H2202 000112-37-8 35
4 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 35
5 Dodecanoic acid 200 C12H2402 000143-07-7 30

Abundance Scan 2584 (17.873 min): BG017671.D (-2579) (-) m/z 73.00 100.00%

256
129
213

5000
334364 17.60 17.80 18.00 18.20
o m/z 60.00 85.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92227: n-Hexadecanoic acid
43
73
5000
17.60 17.80 18.00 18.20
m/z 55.00 78.63%
H pl 171 213 2%
Ol il “ B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
270 17.60 17.80 18.00 18.20
5000 m/z 256.10 75.87%
129
01 171 227
o 199
A B o B B o B e B I LN o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46616: Undecanoic acid
60 17.60 17.80 18.00 18.20
m/z 41.00 74.21%
5000 29
a7 129
Inm P57186
oty e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017671.D

Acq On : 13 Jun 2015 12:27

Operator : TP/1Z

Sample : G2627-13

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_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 unknownl7.94 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.94 4_.06 ng 81635 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 46
2 Triethylene glycol monododecyl e... 318 C18H3804 003055-94-5 38
3 Heptaethylene glycol 326 C14H3008 005617-32-3 38
4 1,4,7,10,13,16-Hexaoxanonadecane... 320 C16H3206 1000163-65-3 38
5 Hexagol 282 C12H2607 002615-15-8 38
Abundance Scan 2595 (17.937 min): BG017671.D (-2592) (-) m/z 45.00 100.00%
71
5000 149
103124
72 202223 281 430 17.60 17.80 18.00 18.20
0 e e e e m/z 41.00 72.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80589: Pentaethylene glycol
45
89
5000
17.60 17.80 18.00 18.20
m/z 71.00 62.66%
AN BT
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
17.60 17.80 18.00 18.20
5000 89 m/z 89.00 54 _.57%
NECTN W ¢ 11 136 186 197 229 256 287
m/z--> 50 100 150 200 250 300 350 400
Abundance #130518: Heptaethylene glycol
45 17.60 17.80 18.00 18.20
m/z 42.90 50.79%
5000
89
oL 1%y | 67 | 133 177 207 239 267
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017671.D

Acq On : 13 Jun 2015 12:27

Operator : TP/1Z

Sample : G2627-13

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .07 7.07 87.9 ng 593018 1 7.53 134960 20.0
unknownl15.86 15.86 2.0 ng 40422 4 16.96 402601 20.0
n-Hexadecanoic acid 17.87 3.6 ng 72058 4 16.96 402601 20.0
unknownl7 .94 17.94 4.1 ng 81635 4 16.96 402601 20.0
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