LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080199.D

Acq On 26 Jun 2015 19:56

Operator : TP/1Z

Sample : G2785-04

Misc :

ALS Vial : 15 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_F\METHODS\8270-BF061715_.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 5.510 210 212 216 rVB 47426 48104 3.04% 0.545%
2 5.898 244 246 249 rBVY 353879 387288 24.51% 4.391%
3 6.893 331 333 336 rBvY 248439 248513 15.73% 2.817%
4 7.064 345 348 350 rBVY 747276 748854 47 .39% 8.489%
5 7.293 366 368 370 rvB 223332 198911 12.59% 2.255%
6 7.453 380 382 385 rvB 905874 742664 47 _.00% 8.419%
7 7.853 415 417 419 rBV 722675 597177 37.79% 6.770%
8 8.584 479 481 484 rBV 305341 258596 16.36% 2.932%
9 9.659 573 575 578 rVB 1297452 1147218 72.60% 13.006%
10 9.807 586 588 591 rBvV 44314 41129 2.60% 0.466%
11 10.047 608 609 612 rBvV2 20555 16902 1.07% 0.192%
12 10.356 634 636 639 rvB 358732 303300 19.19% 3.438%
13 10.882 681 682 686 rvB 11020 15822 1.00% 0.179%

14 11.145 703 705 708 rBvV2 554322 694114 43.92% 7.869%
15 11.202 708 710 713 rvVv 262026 273319 17.30% 3.099%

16 11.865 766 768 770 rBV 256599 313294 19.83% 3.552%
17 12.413 814 816 822 rBV 235455 275183 17.41% 3.120%
18 13.522 910 913 915 rBV 1426027 1580283 100.00% 17.915%
19 14.551 1000 1003 1007 rBV2 28990 57769 3.66% 0.655%
20 14.631 1007 1010 1016 rVvVv 58706 90539 5.73% 1.026%

21 14.756 1019 1021 1024 rVvVv 381272 377176 23.87% 4._.276%
22 15.705 1102 1104 1109 rBV 20592 39784 2.52% 0.451%
23 16.597 1178 1182 1185 rBV 244061 365016 23.10% 4.138%

Sum of corrected areas: 8820955
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080199.D

Acq On 26 Jun 2015 19:56

Operator : TP/1Z

Sample : G2785-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080199.D
1400000

1200000

1000000
7.45

800000 7.06 7.85
600000

400000 .
5.90 8.58

6.89 7.29
200000

5.51

o

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00

Abundance TIC: BF080199.D
1400000 1352

1200000
1000000
800000

600000 11.14
400000 10.36 14.76
20 11.86 12.41
200000

Jl 9}.\81 10.05 10.88 l41'

(0 T e e o e e e B IS B s s e s s s s s e s e e e LB B B e e e

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF080199.D
1400000

1200000
1000000
800000
600000

400000
16.60

200000
15.71

e L e e e e e e S BT e

I
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080199.D

Acq On 26 Jun 2015 19:56

Operator : TP/1Z

Sample : G2785-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 4

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

5.51 4.84 ng 48104 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propylamine 59 C3HON 000107-10-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 212 (5.510 min): BF080199.D (-210) (-) m/z 43.05 100.00%
43
59
5000
101 T T T e T
51 | 83 | 5.20 5.40 5.60 5.80
U 1 SV | M SN m/z 59.10 57.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 520 540 560 580
m/z 101.10 19.45%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 520 540 560 580
5000 m/z 58.10 16.13%
29 101
15 37 51 73 83 o5
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #238: Propylamine e
30 5.20 5.40 5.60 5.80
m/z 41.10 9.96%
5000
59
17 A 5 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080199.D

Acq On 26 Jun 2015 19:56

Operator : TP/1Z

Sample : G2785-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown7.06 Concentration Rank 1

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

7.06 75.30 ng 748854 1,4-Dichlorobenzene-d4 7.29
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 348 (7.064 min): BF080199.D (-345) (-) m/z 132.10 100.00%
132
5000
68
96 UL UL L
40 40 54 o || 5 g | 103 6.80 7.00 7.20 7.40
O R e O 10 A m/z 68.10 34.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U N S
6.80 7.00 7.20 7.40
78 m/z 134.10 32.04%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 680 7.00 7.20 7.40
5000 67 m/z 66.10 21.29%
41 97
53 2 117
34 60 89 105 124
wwmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R o e
132 6.80 7.00 7.20 7.40

m/z 69.10 13.04%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 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_F\DATA\BF062615\
Data File : BF080199.D

Acq On 26 Jun 2015 19:56

Operator : TP/1Z

Sample : G2785-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown9.81 Concentration Rank 7

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

9.81 2.71 ng 41129 Acenaphthene-d10 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 47
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 40
3 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 25
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 16
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 16

Abundance Scan 588 (9.807 min): BF080199.D (-586) (-) m/z 43.10 100.00%
43 7
57
85
5000
| h | ‘ | 98 9.40 9.60 9.80 10.00 10.20
N ] S m/z 71.10 83.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7462: Pentane, 2,3,3-trimethyl-
43
5000
57 71 9.40 9.60 9.80 10.00 10.20
85 m/z 57.10 76 .00%
"P'“I““I“'W'”?g'“P'”I”'W'”'P”?%'“I”'W”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
9.40 9.60 9.80 10.00 10.20
5000 57 71 85 m/z 45.10 57.53%
29
14 50 99 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1804: Butane, 2,2-dimethyl- A, A T A P
43 5 9.40 9.60 9.80 10.00 10.20
1 m/z 85.10 56.80%
5000
29
15 | | 50 ||, | s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080199.D

Acq On 26 Jun 2015 19:56

Operator : TP/1Z

Sample : G2785-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Pentaethylene glycol monodo... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.41 17.57 ng 275183 Phenanthrene-d10 11.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 64
2 Hexagol 282 C12H2607 002615-15-8 58
3 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 53
4 Octaethylene glycol 370 C16H3409 1000289-34-2 53

5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 52
Abundance Scan 816 (12.413 min): BF080199.D (-814) (-) m/z 45.10 100.00%
5000
71
_-rq_'_A'—l_'_'_'_'_
97 12414917 12.00 12.20 12.40 12.60 12.80
— A e L o A B ot e m/z 43.05 57.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157733: Pentaethylene glycol monododecy! ether L
45
5000 89 LI L L L L L
12. OO 12. 20 12. 40 12. 60 12. 80
m/z 57.10 38.88%
15 | H 8. 111 \ 166191213 257 287 319 363 407
——— ! e
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
A e I
12.00 12.20 12.40 12.60 12.80
5000 m/z 71.10 35.83%
89
19 67, | 113133 163 195219 251 281
L B B e T LA e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #114007: 3,6,9,12,15-Pentaoxanonadecan-1-ol e R m e
45 12.00 12.20 12.40 12.60 12.80
m/z 89.10 29.20%
5000
89
L 28 L 63 ‘\‘ (CF ol . NSO () PO V| W—
m/z--> 50 100 150 200 250 300 350 400 12. OO 12. 20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080199.D

Acq On 26 Jun 2015 19:56

Operator : TP/1Z

Sample : G2785-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 6 Bromoacetic acid, pentadecy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.55 3.06 ng 57769 Chrysene-di2 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 93
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 90
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 87
Abundance Scan 1003 (14.551 min): BF080199.D (-1000) (-) m/z 43.10 100.00%
208 - 1420 14.40 14.60 14.80
: ....,'.... —— m/z 55.10 98.68%
m/z--> 50 100 150 200 250 300 350
Abundance #140345: Bromoacetic acid, pentadecyl ester
43
5000 LA S S IR I
111 14.20 14.40 14.60 14.80
‘ m/z 57.05 93.67%
,\‘, W ‘H M i 1@” 164182 e ws
m/z--> 50 200 250 300 350
Abundance
57 83
1420 14.40 14.60 14.80
5000 111 m/z 83.10 86.63%
29
139 168 194 224 250 597 360
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecyl ester
57 83 14.20 14.40 14.60 14.80
m/z 69.05 78.82%
5000 11
29
iyl It 08 101210 ZP 266 296
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080199.D

Acq On 26 Jun 2015 19:56

Operator : TP/1Z

Sample : G2785-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 7 Octaethylene glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.63 4.80 ng 90539 Chrysene-di12 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octaethylene glycol 370 C16H3409 1000289-34-2 80
2 Hexagol 282 C12H2607 002615-15-8 72
3 Pentaethylene glycol 238 C10H2206 004792-15-8 64
4 Ethanol, 1-[2-[2-(1-methylethoxy... 192 C9H2004 029681-21-8 64
51,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 59
Abundance Scan 1010 (14.631 min): BF080199.D (-1007) (-) m/z 45.10 100.00%
45
5000 89 @

14.40 14.60 14.80 15.00

117133147 171
m/z 89.10 48 .33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148152: Octaethylene glycol
45
5000 |||A|||||||||||||||||||
89 14.40 14.60 14.80 15.00
m/z 43.10 38.54%
59 73 133
28 | 9973 | 103117193147 163177101 207201 251 267 283
R b N R A AREASANRERESCEa s SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
R N IER S S
14.40 14.60 14.80 15.00
5000 m/z 71.10 31.13%
89
29 | 5973 | 103119133147 163177 195200 239 281
m@m@mﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80591: Pentaethylene glycol
45 14.40 14.60 14.80 15.00
m/z 57.10 29.78%
5000
89
31
17 0 ?? 73 J 103 119133 149163177 195 219

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080199.D

Acq On 26 Jun 2015 19:56

Operator : TP/1Z

Sample : G2785-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 8 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.71 2.8 ng 39784  Perylene-di2 16.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 59
entaethylene glycol 238 C10H2206 004792-15-8 53
,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 53
etraethylene glycol monododecyl... 362 C20H4205 005274-68-0 53
5-Crown-5 220 C10H2005 033100-27-5 50

abrwNPE
P —=HWwWToTWw

Abundance Scan 1104 (15.705 min): BF080199.D (-1102) (-) m/z 45.10 100.00%

5000

103117133147163177191208 282 15.40 15.60 15.80 16.00
m/z 89.10 48 .01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114007: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45
5000 LI L L L L LN LB LA |
89 15.40 15.60 15.80 16.00
29 %g ‘ m/z 43.10 46.60%
103
T i =~ 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
B
89 15.40 15.60 15.80 16.00
5000 m/z 71.10 27 .02%
18 59 133
75 | 103119133147 163177 195 239
mmmmﬁwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88146: 3,6,9,12-Tetraoxahexadecan-1-ol B EmEE B B
45 15.40 15.60 15.80 16.00
m/z 57.10 25.82%
5000
89
29 9
l
L m‘ 193 119 161175189 207221

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 40 15 60 15. 80 16 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080199.D

Acq On 26 Jun 2015 19:56

Operator : TP/1Z

Sample : G2785-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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]
2-Pentanone, 4-hy... 5.51 4.8 ng 48104 1 7.29 198911 20.0
unknown? .06 7.06 75.3 ng 748854 1 7.29 198911 20.0
unknown9 .81 9.81 2.7 ng 41129 3 10.36 303300 20.0
Pentaethylene gly... 12.41 17.6 ng 275183 4 11.86 313294 20.0
Bromoacetic acid,... 14.55 3.1 ng 57769 5 14.76 377176 20.0
Octaethylene glycol 14.63 4.8 ng 90539 5 14.76 377176 20.0
3,6,9,12,15-Penta... 15.71 2.2 ng 39784 6 16.60 365016 20.0
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