LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083301.D
Aca On : 26 Nov 2015 6:12 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : 64547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 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:\HPCHEM1I\BNA F\Methods\8270-BF112115.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 2.124 10 12 19 rVB 148990 230771 2.05% 0.369%
2 2.273 22 25 35 rvB2 162181 345792 3.07% 0.552%
3 2.455 38 41 45 rVB 231868 381177 3.39% 0.609%
4 2.855 70 76 85 rvB2 80503 221753 1.97% 0.354%
5 3.233 106 109 114 rVB 61541 143729 1.28% 0.230%
6 4.193 186 193 196 rBV 4649943 11260255 100.00% 17.983%
7 4.456 212 216 225 rBVY 6539324 10242317 90.96% 16.357%
8 4.707 236 238 240 rVvVv 632662 1013502 9.00% 1.619%
9 4.741 240 241 244 rVwV 719942 712629 6.33% 1.138%
10 5.199 279 281 284 rBV 202498 244186 2.17% 0.390%

11 5.587 311 315 318 rBv2 793171 858450 7.62% 1.371%
12 6.124 360 362 369 rBv2 73865 119359 1.06% 0.191%
13 6.284 374 376 379 rVvVV 1127340 1012632 8.99% 1.617%
14 6.364 381 383 388 rvB 787091 842447 7.48% 1.345%
15 6.444 388 390 393 rBV 670273 583510 5.18% 0.932%

16 6.593 401 403 405 rBvV 869320 967109 8.59% 1.544%
17 6.639 405 407 409 rvv 433078 524357 4.66% 0.837%
18 6.753 414 417 418 rBV 2600022 3397735 30.17% 5.426%
19 6.776 418 419 422 rVB 248175 202656 1.80% 0.324%
20 6.833 422 424 427 rVB 192607 174174 1.55% 0.278%

21 6.913 427 431 437 rBV2 912630 1480420 13.15% 2.364%
22 7.164 450 453 455 rBV 2845470 2794612 24.82% 4._.463%
23 7.542 483 486 490 rVB2 191562 238182 2.12% 0.380%
24 7.747 502 504 506 rBV 2523369 2474518 21.98% 3.952%
25 7.885 513 516 518 rBV 1203328 1291434 11.47% 2.062%

26 7.965 520 523 525 rVB2 749115 851037 7.56% 1.359%
27 8.296 550 552 554 rBvV 136990 126812 1.13% 0.203%
28 8.342 554 556 562 rVB 309233 334996 2.98% 0.535%
29 8.513 570 571 576 rVB3 112284 122556 1.09% 0.196%
30 8.879 601 603 605 rBvV 974880 869801 7.72% 1.389%

31 8.959 608 610 613 rBVY 3459971 3998967 35.51% 6.386%
32 9.633 666 669 671 rVB 825970 974194 8.65% 1.556%
33 9.930 693 695 697 rvB2 235601 287077 2.55% 0.458%
34 9.999 699 701 705 rBV 148501 172784 1.53% 0.276%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12 Instrument :
Operator : UM/1Z BNA_F

Sample - G4547-01 ClientSampleld :
Misc - SES-EFFLUENT-MS-2
ALS Vial : 48 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

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.411 735 737 739 rBV 452481 456695 4._.06% 0.729%

36 10.468 739 742 747 rVB2 70711 122896 1.09% 0.196%
37 11.108 795 798 800 rBV 678352 921243 8.18% 1.471%
38 11.451 826 828 831 rVB 135627 120784 1.07% 0.193%
39 11.656 843 846 859 rBV 645970 1092633 9.70% 1.745%
40 12.365 901 908 913 rBv2 958830 2764250 24.55% 4._.415%

41 12.445 913 915 918 rvv 718792 924624 8.21% 1.477%
42 12.514 919 921 924 rVV3 124252 321177 2.85% 0.513%
43 12.559 924 925 928 rVB 99597 120238 1.07% 0.192%
44 12.685 934 936 939 rVB 2662572 3754030 33.34% 5.995%
45 12.765 941 943 949 rvv2 178496 412280 3.66% 0.658%

46 12.856 949 951 954 rvB2 80485 125010 1.11% 0.200%
47 13.611 1014 1017 1022 rVB2 59466 115489 1.03% 0.184%

48 13.725 1025 1027 1030 rBV 1121138 1161441 10.31% 1.855%
49 15.085 1143 1146 1148 rBV 492253 708178 6.29% 1.131%

Sum of corrected areas: 62616898
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083301.D

6000000
5000000 4.19
4000000
3000000 7.16

2000000

1000000 : 86.8:59|| © 7.96

2.12.272.46
0] AN\ A _ h _ ~ . e A A AN
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF083301.D

6000000
5000000

4000000
8.96

3000000 12.69

2000000

o6 13.73
1000000 - 9.63 11.11 11.66 %

%@@o j%ﬁi7 ﬂ 1%45A¥ 218786 13.6
| 1

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF083301.D

6000000

5000000

4000000

3000000

2000000

1000000 09

e e e e

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\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 1 1-Butene, 2-chloro-3-methyl- Concentration Rank 18

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

2.27 7.15 ng 345792 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2-chloro-3-methvl- 104 C5HOCI 017773-64-7 95
2 1-Butene. 2-(chloromethvl)- 104 C5HOCI 023010-02-8 91
3 2-Butene. l1-chloro-2-methvl- 104 C5HOCI 013417-43-1 86
4 2-Butene. 1-chloro-3-methvl- 104 C5HOCI 000503-60-6 53
5 1-Butene, 1-chloro-2-methyl- 104 C5HOCI 023378-11-2 53

Abundance Scan 25 (2.273 min): BF083301.D (-22) (-) m/z 41.10 100.00%
4 69
5000 53 104
5 al | T2h0 240 260
Ol et Al e 2 L Tm/z 69.05  92.73%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4740: 1-Butene, 2-chloro-3-methyl-
41 69
5000 53 104 L L AL N N
220 240 2.60
27 89 m/z 53.10 51.43%
N 1 (O AN ,‘?%.\: e
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
41 69
- 220 240 260
5000 o7 m/z 104.10 41.98%
104
89
36 49 63 75
G O S LA S S S I SIS WL I
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4738: 2-Butene, 1-chloro-2-methyl- T
41 9 220 240 2.60
m/z 39.10 32.75%
5000
53
o7 104
89
o) M :N,..3Flll. ST S N A
m/z--> 20 30 40 50 60 70 80 90 100 110 220 240 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083301.D

Aca On : 26 Nov 2015 6:12

Operator : UM/I1Z

Sample : 64547-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Butene, 2-(chloromethyl)- Concentration Rank 17

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

2.46 7.88 ng 381177 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2-(chloromethvl)- 104 C5HOCI 023010-02-8 90
2 2-Pentene. 4-chloro- 104 C5HOCI 001458-99-7 68
3 2-Butene. l-chloro-2-methvl- 104 C5HOCI 013417-43-1 59
4 1-Butene. 2-chloro-3-methvl- 104 C5HOCI 017773-64-7 52
5 2-Butene, 1-chloro-3-methyl- 104 C5HOCI 000503-60-6 50

Abundance Scan 41 (2.455 min): BF083301.D (-38) (-) m/z 41.05 100.00%
41
69
5000 55
. ||‘ 5 63 | 75 g3 8 104 250 240 260 2.80
NS /111 1 R PR B I e m/z 69.10 60.06%
m/z--> 20 40 50 60 70 8 9 100 110
Abundance #4725: 1-Butene, 2-(chloromethyl)-
41 69
55
5000 27 104
220 240 2.60 2.80
89 m/z 39.10 49 _.56%
5 75
PSR S O 7 R Y I
m/z--> 20 30 40 50 70 90 100 110
Abundance
41 69
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
53 220 240 2.60 2.80
5000 m/z 43.10 48_.07%
27
104
58 63 89
e S S S L UL UL UL UL B B
m/z--> 20 40 60 70 80 90 100 110
Abundance #4733: 2-Butene, 1-chloro-2-methyl- R B L B oA T
4 69 220 240 2.60 2.80
m/z 55.10 46.23%
5000 104
53
27
89
N W1 1 3 L/ = N R
m/z--> 20 0 50 70 90 100 110 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 1,1-Dimethyl-3-chloropropanol Concentration Rank 1

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

4.19 232.86 ng 11260300 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-DimethvIl-3-chloropropanol 122 C5H11CIO 001985-88-2 74
2 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 50
3 Propanoic acid. 2-hvdroxv-2-methvl- 104 C4H803 000594-61-6 45
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 38
5 Propane, l-ethoxy- 88 C5H120 000628-32-0 36

Abundance Scan 193 (4.193 min): BF083301.D (-186) (-) m/z 59.10 100.00%
50
5000 43
107 AR SAREERALEE AR S
69 3.80 4.00 4.20 4.40 4.60
53
o...,....,....,..??',|.-.-..,.~...;....','...7?,..?.7,.9.4..,...|.',.... m/z 43.10 49.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #9462: 1,1-Dimethyl-3-chloropropanol
59
43
5000 '|""|""|""|AT"|“
3.80 4.00 4.20 4.40 4.60
31 107 m/z 41.05 20.11%
69
0"'I""I"'MHL"'w'“"I§%"i'"”f""?%"'l'?§'l'"JI"'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
380 4.00 4.20 440 4.60
5000 m/z 107.10 14 .14%
31
41
15 25 50
e S S L SR UL UL IR UL LI RS B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 A
Abundance #4598: Propanoic acid, 2-hydroxy-2-methyl- AR Rmama s
59 3.80 4.00 4.20 4.40 4.60
m/z 69.10 7.43%
5000 43
31
o 5 e | gl ss | eo7s 80
miz--> 10 20 30 40 50 60 70 80 90 100 110 380 4.00 4.20 440 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 4 Butane, 2,3-dichloro-2-methyl- Concentration Rank 2

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

4.46 211.81 ng 10242300 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dichloro-2-methvl- 140 C5H10CI2 000507-45-9 90
2 Propane. 1.1-dichloro- 112 C3H6CI2 000078-99-9 36
3 Propane. 1.2-dichloro-2-methvl- 126 C4H8CI2 000594-37-6 33
4 1-Propene. l1-chloro- 76 C3H5CI 000590-21-6 10
5 Allyl chloride 76 C3H5CI 000107-05-1 10

Abundance Scan 216 (4.456 min): BF083301.D (-212) (-) m/z 77.10 100.00%
Vil
41
5000 69
53 H U L IR
89 ., 105 420 4.40 4.60 4.80
o 8 o7 .13 125 m/z 41.10 78.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17484: Butane, 2,3-dichloro-2-methyl-
77
5000 4 H U L IR
420 4.40 4.60 4.80
27 69 m/z 69.10 38.65%
53 ‘ 89 o 105
0 ! \\‘\ 1l i 6]1‘ . ! 97 [ 125 140
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
77
29 4l U U L IR
420 4.40 4.60 4.80
5000 m/z 79.10 34.10%
o 49 6lgg | 8 g7 119
wwwmwmwwmmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10671: Propane, 1,2-dichloro-2-methyl- R EEEEE mE s
7 420 4.40 4.60 4.80
m/z 76.10 30.04%
5000 a1
55
27 91
0"'v%?'v"'v"w"'w"'wéé'w"'w"'w"'w"'}}i"w"'v"'w'" H U L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80

8270-BF112115.M Thu Nov 26 18:22:43 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083301.D

Aca On : 26 Nov 2015 6:12

Operator : UM/I1Z

Sample : 64547-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.71 20.96 ng 1013500 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 238 (4.707 min): BF083301.D (-236) (-) m/z 43.10 100.00%
43
59
5000
101
4.40 4.60 4.80 5.00
O o Lyl 89 8 | 15 "m/z 59.10 54.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 460 4.80 5.00
m/z 101.10 15.94%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 500
5000 m/z 58.10 12.99%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester

59 4.40 4.60 4.80 5.00

m/z 41.10 8.55%
5000 41
68
I, 50, 126 142

T NN LMSSS ST N LS. MMM

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

8270-BF112115.M Thu Nov 26 18:22:44 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083301.D

Aca On : 26 Nov 2015 6:12

Operator : UM/I1Z

Sample : 64547-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 6 2-Butanol, 1,4-dichloro- Concentration Rank 14

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

4.74 14.74 ng 712629 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 1.4-dichloro- 142 C4H8CI20 002419-74-1 50
2 Cvclopropane. 1-bromo-l1-chloro-2... 172 C3H3BrCIF 024071-59-8 40
3 Chlorodimethvlethvlsilane 122 C4H11CISi 006917-76-6 36
4 Propanoic acid. 3-chloro- 108 C3H5CI02 000107-94-8 10
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 241 (4.741 min): BF083301.D (-240) (-) m/z 73.10 100.00%
78
93
55
5000 43
] 65 | o1 107 440 460 480 500
Ot e e e e e et e e e e e m/z 93.00 74 .73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18573: 2-Butanol, 1,4-dichloro-
93
5000 29 79 440 460 480 500
43 5 m/z 55.10 53.38%
15 | 65 106 124 141
0'W”mI”M“'WU”'W”W““W“Hw“”I“”P'“P”'P”W'”W”'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
4.40 4.60 4.80 5.00
5000 67 m/z 43.10 42 .23%
31 57
39 49
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9414: Chlorodimethylethylsilane
93 4.40 4.60 4.80 5.00
m/z 57.10 37 .64%
5000
. 79
107
43
o ..,....,..?.7,..3.6.,....?.1...,..??,....,....,....,....,....1,2..2..,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

8270-BF112115.M Thu Nov 26 18:22:45 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 7 unknown5.59 Concentration Rank 11

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

5.59 17.75 ng 858450 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1-dichloro- 138 C5H8CI2 031038-06-9 43
2 Cvclopentane. 1.2-dichloro-. trans- 138 C5H8CI2 014376-81-9 38
3 trans-1.4-Hexadiene 82 C6H10 007319-00-8 35
4 1.4-Hexadiene. (2)- 82 C6H10 007318-67-4 35
5 Cyclopentene, 1-chloro- 102 C5H7CI 000930-29-0 32

Abundance Scan 315 (5.587 min): BF083301.D (-311) (-) m/z 67.10 100.00%
67
5000 at 89 0
53
S 520 540 5.60 5.80 6.00
138
0 ..,....,....,...-.'!:'...','|:|:~..,-:'.L.l,.r.'!-:,...'.;'....,I!'..,.l.l.?,l??.,....-,...., m/z 41.10 51.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16489: Cyclopentane, 1,1-dichloro-
67
5000 42 103
520 5.40 560 5.80 6.00
‘ . m/z 39.10 46 .48%
96
0 "P"'I"'W"'lN“”'?%'”W““hlI'A“I""I”llllﬂ"P"'l"'W"%??'”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67
520 540 560 580 6.00
5000 m/z 89.00 45 _.17%
41
76 102
0 51 138
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1187: trans-1,4-Hexadiene e RS LR
67 520 5.40 560 5.80 6.00
m/z 103.10 38.89Y%
5000 39
82
27 53
0'WEEI”JM'N“”'NLW'A“””M“”I””I””P'”P”'P”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 8 unknown6.28 Concentration Rank 9

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

6.28 20.94 ng 1012630 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 1.4-dichloro- 142 C4H8CI20 002419-74-1 40
2 Silane. chlorotrimethvl- 108 C3HOCISi 000075-77-4 32
3 Cvclopropane. 1-bromo-1-chloro-2... 172 C3H3BrCIF 024071-59-8 28
4 1R-.alpha.-Pinene 136 C10H16 007785-70-8 9
5 2-Propenenitrile, 2,3,3-trifluoro- 107 C3F3N 000433-43-2 4

Abundance Scan 376 (6.284 min): BF083301.D (-374) (-) m/z 93.00 100.00%
43 9B
5000 57 107
| 1 g 1 141 600 620 640 660
Obrrrrrrrrrer et i bl ML 22 M Tmzz 43.10 0 89.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18573: 2-Butanol, 1,4-dichloro-
93
5000
29 79 6.00 6.20 6.40 6.60
3 m/z 57.10  44.49%
0 1\5 1] \M‘ Loy §5 - ‘ | 106 124 141
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
93
6.00 6.20 6.40 6.60
5000 m/z 107.10 41.48%
73
65
o 29 43 53 81 108
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #37600: Cyclopropane, 1-bromo-1-chloro-2-fluoro-
93 6.00 6.20 6.40 6.60
m/z 95.00 31.70%
5000 67
31 57
LR |
Ot e e e SN SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 9 unknown6.36 Concentration Rank 12

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

6.36 17.42 ng 842447 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 383 (6.364 min): BF083301.D (-381) (-) m/z 132.10 100.00%
68
5000
40 54 i 6.00 6.0 640 660
ol 147 193207 281 mn/z 68.10 58 06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I LN R
6.00 6.20 6.40 6.60
31 51 m/z 66.10 34.93%
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
_l—l_l_l_l_l—rrf-'-

6.00 6.20 6.40 6.60
5000 m/z 134.10 31.63%

15 39 63 90104

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 6.00 6.20 6.40 6.60

m/z 69.10 21.82%

5000
33 o 105
ﬁl\\ ‘ \86“ \‘
LI L L L L L L L L LI L L NI L IR LI I %ﬂ%_

| ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 10 unknown6.44 Concentration Rank 16

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

6.44 12.07 ng 583510 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 1.4-dichloro- 142 C4H8CI20 002419-74-1 38
2 Bis(2-chloroethvl) ether 142 C4H8CI20 000111-44-4 37
3 Silane. chlorotrimethvl- 108 C3HOCISi 000075-77-4 32
4 Cvclopropane. l1-bromo-1-chloro-2... 172 C3H3BrCIF 024071-59-8 28
5 Pyridine, 3,4-dimethyl- 107 C7HON 000583-58-4 10

Abundance Scan 390 (6.444 min): BF083301.D (-388) (-) m/z 93.00 100.00%
93
107
5000 57
- o ‘ | ul 620 640 660 6.80
Obrreprrrrprrrrpo 2o b L b | M/Z 43.10 95.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18573: 2-Butanol, 1,4-dichloro-
93
5000
29 79 6.20 6.40 6.60 6.80
43 5 m/z 107.10 54 _.13%
0 1\5 11 \M‘ I ‘ §5 D ‘ | 106 124 141
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
93
63
6.20 6.40 6.60 6.80
5000 - m/z 57.10 46 .80%
ol 14 41 49 71 79 106 131 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5118: Silane, chlorotrimethyl-
93 6.20 6.40 6.60 6.80
m/z 95.00 31.57%
5000
73
65
0 29 43 53 “\ “\ 81 | 198
m/z--> 16 ﬁo §0 45 55 éo fo 85 95 160 110 150 1§o 150 1éo an aho a%o aéo

8270-BF112115.M Thu Nov 26 18:22:48 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 12 unknown6.91 Concentration Rank 6

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

6.91 30.62 ng 1480420 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-chloro-. methy... 122 C4H7CI102 017639-93-9 43
2 Ethane. 1-chloro-2-nitro- 109 C2H4CINO2 000625-47-8 37
3 Phthalazin-1-one 146 C8HG6N20 000119-39-1 27
4 Ethane. 1.1-dichloro- 98 C2H4cCIl2 000075-34-3 25
5 Silane, bis(fluoromethyl)dimethyl- 124 C4H10F2Si 065864-63-3 17

Abundance Scan 431 (6.913 min): BF083301.D (-427) (-) m/z 146.00 100.00%
146
63
5000 98
5 83
39 - ﬁ 3| jeell7126 6.60 6.80 7.00 7.20
ouw”.w””P”Ww”#%!Jhmp.”“”wwuq”“,”lPJ.PHWH'.”” m/z 63.10 61.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9446: Propanoic acid, 2-chloro-, methy! ester
63
5000
27 6.60 6.80 7.00 7.20
‘ 43 87 m/z 98.00 46 .50%
0 15 |, 35 ‘ ‘\ ‘\ 79 195 122
e T R e T o g 10 2le 1% 1o 1o 1o
Abundance
63
6.60 6.80 7.00 7.20
5000 - 46 m/z 148.00 32.00%
o 15 36 55 71 93 109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21242: Phthalazin-1-one LI L B L BB
146 6.60 6.80 7.00 7.20
89 m/z 57.10 23.24%
5000
63 118
50
o 29 % JM e | e \
m/z--> fo 25 35 Jo §0 eb 75 éo do 160 1io 150 1éo 150 150 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 14 unknown7.96 Concentration Rank 15

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

7.96 13.18 ng 851037 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3a.alpha..4.alpha..7.alpha..7a.... 164 C9H803 000129-64-6 35
2 Bicvclol2.2.1Thept-5-en-2-o0l 110 C7H100 013080-90-5 35
3 Bicvclol2.2.1Thept-5-ene-2-aceti... 180 C11H1602 074876-17-8 25
4 Bicvclol2.2.1Thept-5-ene-2-carbo... 138 C8H1002 000120-74-1 25
5 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 25

Abundance Scan 523 (7.965 min): BF083301.D (-520) (-) m/z 165.00 100.00%
165
66
5000
S S
38 54 : : : :
ol 89 :1.19.,..|'.1:3f‘....,. 280 "m/z 167.00  64.57%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #32468: (3a.alpha.,4.alpha.,7.alpha.,7a.alpha.)-3a,4,7,7a-...
66
5000 SRR R R U I
o1 7.60 7.80 8.00 8.20
39 m/z 66.05 53.08%
N L P £ 120129 149 164
mz-> 20 40 60 80 100 120 140 160 180
Abundance
66
7.60 7.80 8.00 8.20
5000 m/z 101.00 24.82%
3 5 77 110
L L L UL L L L S B
miz-> 20 40 60 80 100 120 140 160 180
Abundance #42526: Bicyclo[2.2.1]hept-5-ene-2-acetic acid, ethyl este... R ERECaRE B
66 7.60 7.80 8.00 8.20
m/z 129.00 19.50%
5000
115
0 \2\9 3\?\ 51 il \\7\9 ‘9\:\'- 105 1:\35 149 180
mz-> 20 40 60 80 100 120 140 160 180 760 7.80 800 820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 15 unknown8.88 Concentration Rank 10

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

8.88 17.86 ng 869801 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Naphthvridine. 2.7-dichloro- 198 C8H4CI2N2 028252-85-9 35
2 1.4-Dichlorophthalazine 198 C8H4CI2N2 004752-10-7 30
3 OQuinoxaline. 2.3-dichloro- 198 C8H4CI2N2 002213-63-0 22
4 Acetamide. N-T4-(2.6-dichlorophe... 359 C14H11CI2N0O4S 284489-62-9 12
5 Methyl ferrocene 200 Cl1H12Fe 001271-44-9 12

Abundance Scan 603 (8.879 min): BF083301.D (-601) (-) m/z 198.00 100.00%

5000

8.60 8.80 9.00 9.20

0 m/z 200.00 96.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55256: 1,5-Naphthyridine, 2,7-dichloro-
163 198
5000 LA L L L LB L L LN
8.60 8.80 9.00 9.20
75 100 136 m/z 99.00 57.46%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
198
e
8.60 8.80 9.00 9.20
5000 m/z 134.00 41.43%
50 75 99 15 170
o 18 37 117 151
i L e A R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55250: Quinoxaline, 2,3-dichloro- A
198 8.60 8.80 9.00 9.20
163 m/z 202.00 30.01%
102
5000
50

128 148
- T I Tr T I TTTT TTrrTr I Tr T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.60 8.80 9. 00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 16 unknown9.93 Concentration Rank 20

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

9.93 5.89 ng 287077 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphorothioic acid. 0.0-dimeth... 321 C7H7CI3NO3PS 005598-13-0 38
2 Naphthalene. 1.4-dibromo- 284 C10HG6Br2 000083-53-4 37
3 Acetic acid. 1l-ethvl-9a.lla-dime... 346 C23H3802 1000190-78-3 25
4 3-(4-MethoxvphenvDbenzolflauina... 286 C19H14N20 068725-85-9 16
5 3-Chloro-6-methoxy-9-phenanthren. .. 286 C16H11CI03 056988-53-5 12

Abundance Scan 695 (9.930 min): BF083301.D (-693) (- m/z 285.90 100.00%
2

5000

9.60 9.80 10.00 10.20

0! m/z 287.90 68.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128556: Phosphorothioic acid, O,0-dimethyl O-(3,5,6-trich...
286
125
5000 LI L L L L L L L B LN B |
47 9 9.60 9.80 10.00 10.20
! m/z 283.90  42.24%
8 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
286
A e
9.60 9.80 10.00 10.20
5000 196 m/z 62.05 21.00%
63 205
. 39 99 143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139816: Acetic acid, 1-ethyl-9a,11a-dimethylhexadecahydro... B e
43 215 286 9.60 9.80 10.00 10.20
m/z 61.05 15.28%
107
176
147
5000 123
3
2p2 257
ol2e 1L [P 53 328346
h IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 17 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.66 23.72 ng 1092630 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 846 (11.656 min): BF083301.D (-843) (-) m/z 43.10 100.00%
43 g0 73
5000
o7 129
—v—v—v-|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—
I 15 | 143157171185 169°22 507 256 11.40 11.60 11.80 12.00
Ot prrr b m/z 73.10 90.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L B B UL B
129 nmnmnmnm
. 213 m/z 60.05 84.66%
185
0 |||||||||||| | HH‘ MH IH‘\ |“|‘||14‘|.3||||||||||‘||]:9|9|||‘||2|2|7|?4|.9|||‘ —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,40 11.60 11.80 12.00
m/ 57.10 75.33Y%
5000 129 z 0
29 87 185 228
. 9 115 143557171 199213
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #65565: Tridecanoic acid =FFr{rrerprrrr e
60 73 11.40 11.60 11.80 12.00
43 m/z 41.10 73.63%
5000 129
29
’ 1s oh 214
T ‘ 143157 | 185
0|-‘l--‘i‘-‘--”l“|‘-“‘”‘ ‘Hh “llu‘.‘..l‘..l‘.luul..‘....... AR BBRRE AR EamEEs e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 18 Oleic Acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.37 60.01 ng 2764250 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 83
2 15-Tetracosenoic acid. methyvl es... 380 C25H4802 002733-88-2 80
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 70
4 1-Hexadecanol 242 C16H340 036653-82-4 58
5 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 58
Abundance Scan 908 (12.365 min): BF083301.D (-901) (-) m/z 55.10 100.00%
55
5000 _A‘__~/[\A\A“v~ﬂ~f\ﬁ
NNV SN SRS
137 264 12.00 12.20 12.40 12.60
o3 dun 105 198 222 246707282 | "m/z 41.10  72.29%
m/z--> 50 100 150 200 250 300 350
Abundance #107517: Oleic Acid
55
5000 RO AR R B
nmnmnmnm
‘ 111 m/z 69.10 63.90%
oL — l. U\I\ i\ M ‘HH\ mu\ H\ mll \‘180199 222 24? .‘ IZ?ZI R e
m/z--> 50 200 250 300 350
Abundance
55
12.00 12.20 12.40 12,60
5000 83 m/z 43.10 56.23%
111
36 138157 181 207 349
ol M UL By ol 0 1y e
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #107527: 9-Octadecenoic acid, (E)- T
55 12.00 12.20 12.40 12.60
a3 m/z 83.10 46 .51%
5000 » 264
29 } 180 -~ 282
0..\‘.‘.”1 ‘ "ImHh ?SI }QQIH 246 ..{. — e R
m/z--> 50 100 mo 2m m 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 19 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.45 15.92 ng 924624 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Butanoic acid 88 C4H802 000107-92-6 22
5 Undecane 156 C11H24 001120-21-4 11

Abundance Scan 915 (12.445 min): BF083301.D (-913) (-) m/z 43.10 100.00%

43 3

-

7
5000
129
97 185 ) S MU
I 11| 143 1717 1092132277 pg 284 12.20 12.40 12.60 12.80
i m/z 73.10 91.09%
60

0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129 T T 1T T 1 1T TTTT TTTT TT T

12.|20 12.|4O 12.I60 12.|80
284 m/z 60.05 80.45%

143157171
O.HPLJM”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 12.20 12.40 12.60 12.80
5000 m/z 57.10 78.14%
27 o 129 242
115 143157171185199
0 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid T e
73 12.20 12.40 12.60 12.80
m/z 55.10 72 .46%
43 5
5000 129
7 185 228
ZT | m | 151143157171 | 109
0 ‘ \‘\ n‘\ ulll Al M‘\ wll | Ll 1 ] 1
III|IIII|IIII|III|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIIIIII|IIII|III _'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083301.D

Aca On - 26 Nov 2015 6:12

Operator : UM/I1Z

ﬁ?ggle i G4547-01 SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 20 1-Hexyl-2-nitrocyclohexane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.77 7.10 ng 412280 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexvl-2-nitrocvclohexane 213 C12H23N02 118252-04-3 87
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 46
3 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 30
4 Spirol4.41nonan-1-one 138 C9H140 014727-58-3 30
5 Cyclohexane, 1,5-diisopropyl-2,3... 196 C14H28 1000149-58-8 27
Abundance Scan 943 (12.765 min): BF083301.D (-941) (-) m/z 41.10 100.00%

69
83 97

5000

:

111

12.40 12.60 12.80 13.00

1651791g3007221 245 263

0 m/z 55.10 94 _.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64945: 1-Hexyl-2-nitrocyclohexane
55
41 | 69 83
97
5000 DA U SRR B I
12. 40 12. 60 12. 80 13.00
111 m/z 69.10 67.21%
‘ ‘ H 127 167
O'P'”M'”I””I”'W”'W'”W'”"M"”"”"'”"”I””I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
g 98 12.40 12.60 12.80 13.00
5000 o7 m/z 83.10 59.82%
111
27 125

139153167 182196210224 252 280

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6621: Cyclopentane, 1,1,3-trimethy!l- R = e e
a1 55 12.40 12.60 12.80 13.00
m/z 97.10 52.72%
69 83 o7
5000
27
112
0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112515\

Data File : BF083301.D

Acq On 26 Nov 2015 6:12 Instrument :
Operator : UM/IZ BNA_F

Sample - G4547-01 ClientSampleld :
Misc - SES-EFFLUENT-MS-2
ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF112115_.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]
1-Butene, 2-chlor... 2.27 7.2 ng 345792 1 6.59 967109 20.0
1-Butene, 2-(chlo... 2.46 7.9 ng 381177 1 6.59 967109 20.0
1,1-Dimethyl-3-ch... 4.19 232.9 ng 11260300 1 6.59 967109 20.0
Butane, 2,3-dichl... 4.46 211.8 ng 10242300 1 6.59 967109 20.0
2-Pentanone, 4-hy... 4.71 21.0 ng 1013500 1 6.59 967109 20.0
2-Butanol, 1,4-di... 4.74 14.7 ng 712629 1 6.59 967109 20.0
unknown5 .59 5.59 17.8 ng 858450 1 6.59 967109 20.0
unknown6 .28 6.28 20.9 ng 1012630 1 6.59 967109 20.0
unknown6 .36 6.36 17.4 ng 842447 1 6.59 967109 20.0
unknown6 .44 6.44 12.1 ng 583510 1 6.59 967109 20.0
unknown6 .91 6.91 30.6 ng 1480420 1 6.59 967109 20.0
unknown? .96 7.96 13.2 ng 851037 2 7.88 1291430 20.0
unknown8 .88 8.88 17.9 ng 869801 3 9.63 974194 20.0
unknown9 .93 9.93 5.9 ng 287077 3 9.63 974194 20.0
n-Hexadecanoic acid 11.66 23.7 ng 1092630 4 11.11 921243 20.0
Oleic Acid 12.37 60.0 ng 2764250 4 11.11 921243 20.0
Octadecanoic acid 12.45 15.9 ng 924624 5 13.73 1161440 20.0

5

1-Hexyl-2-nitrocy... 12.77 7.1 ng 412280 13.73 1161440 20.0
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