LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:19 Instrument :
Operator : UM/IZ BNA_F

Sample - G4458-01 ClientSampleld :
Misc - SES-EFFLUENT-MS-1
ALS Vial : 26 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:\HPCHEMI1\BNA_F\METHODS\8270-BF111915.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 2.658 46 50 52 rBv2 198575 352915 1.62% 0.362%
2 4.327 192 196 198 rBV 1645344 2747307 12.64% 2.816%
3 4.373 198 200 205 rVvB2 522849 1035550 4_76% 1.062%
4 4.624 217 222 225 rVV 7276470 12906699 59.37% 13.232%
5 4.830 238 240 242 rVV 446481 617165 2.84% 0.633%
6 4.876 242 244 247 rVV 1448143 1904436 8.76% 1.952%
7 4.979 250 253 255 rvB 214788 300116 1.38% 0.308%
8 5.367 285 287 289 rBVY 595989 781583 3.60% 0.801%
9 5.744 313 320 322 rVB 11282175 21739046 100.00% 22.286%
10 5.916 331 335 337 rBvV2 1073796 1529100 7.03% 1.568%

11 5.996 340 342 344 rVB 1645233 1328714 6.11% 1.362%
12 6.339 369 372 374 rBV 608247 852535 3.92% 0.874%
13 6.396 374 377 380 rVB 2664135 3065637 14.10% 3.143%
14 6.556 388 391 393 rBV 1639613 1565714 7.20% 1.605%
15 6.704 401 404 405 rBV2 754653 1057797 4.87% 1.084%

16 6.739 405 407 410 rVV 1934636 2789474 12.83% 2.860%
17 6.853 414 417 419 rBV2 1865342 3028998 13.93% 3.105%
18 6.899 419 421 423 rVB 7668348 8365068 38.48% 8.576%
19 6.956 423 426 427 rBV 5446651 5715431 26.29% 5.859%
20 7.002 427 430 434 rBV2 859707 1791683 8.24% 1.837%

21 7.116 439 440 443 rVB 333038 396826 1.83% 0.407%
22 7.264 450 453 455 rBV 2028645 2001402 9.21% 2.052%
23 7.619 483 484 487 rVB2 187419 245924 1.13% 0.252%
24 7.847 501 504 506 rBV 1993986 2833230 13.03% 2.905%
25 7.985 514 516 518 rVB 824119 872177 4.01% 0.894%

26 8.030 518 520 522 rvVv 694174 982955 4._.52% 1.008%
27 8.065 522 523 525 rVB 553201 392118 1.80% 0.402%
28 8.213 535 536 539 rvB 444731 370876 1.71% 0.380%
29 8.442 553 556 562 rVB 360191 456644 2.10% 0.468%
30 8.979 600 603 605 rBV 2796247 2548507 11.72% 2.613%

31 9.070 608 611 613 rVB 4054480 3697315 17.01% 3.790%
32 9.459 643 645 647 rBvV 190442 293060 1.35% 0.300%
33 9.528 649 651 653 rvB 251272 288802 1.33% 0.296%
34 9.745 667 670 672 rvV 727763 997374 4_.59% 1.022%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.030 693 695 697 rvB 570602 486188 2.24% 0.498%
36 10.522 734 738 741 rBvV2 323778 362644 1.67% 0.372%
37 11.219 796 799 801 rvB 1157758 1062411 4_.89% 1.089%
38 12.511 909 912 914 rVB 468148 428841 1.97% 0.440%
39 12.808 935 0938 940 rBV 3858424 3533843 16.26% 3.623%
40 13.848 1026 1029 1031 rBV 1141653 1074555 4.94% 1.102%

41 15.231 1147 1150 1152 rBVY 571392 744234 3.42% 0.763%

Sum of corrected areas: 97544894
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111915\

BF083067.D

20 Nov 2015 7:19

umsiz

G4458-01

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

SES-EFFLUENT-MS-1

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF083067.D
5

4.62

4.88
ﬁﬁigs

5.37

6.90

0
Time-->

5.00 5.50

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF083067.D

9.07 12.81

11.22

74 10.03

9.
0983 | 12.51
N A

10.52
A

13.85

Ob——r
Time-->

A
LU S N S S B S E B S B S R R B S R R B B S

10.50 11.00 11.50 12.00 12.50

13.00

9.00

9.50 10.00

13.50

14.00

14.50

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF083067.D

15.23

0
Time-->

19.50

18.50 19.00

17.00 17.50 18.00

15.50 16.00 16.50

20.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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-Propanol, 2-methyl- Concentration Rank 8

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

4._.33 51.94 ng 2747310 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 50
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H303 000594-61-6 38
3 4-Pentene-2-ol, 2-methyl 100 C6H120 000624-97-5 38
4 Propane, l-ethoxy- 88 C5H120 000628-32-0 36
5 3-Pentanol 88 C5H120 000584-02-1 9

Abundance Scan 196 (4.327 min): BF083067.D (-192) (-) m/z 59.10 100.00%
59
5000 43
107 DISSEPISSREAARDR SR
69 4.00 4.20 4.40 4.60
0...,....,....,..??','.-.-..,‘L.S-?..i....','..?7.,..?.7,.?4..,...|.',.... m/z 43.10 46.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #840: 2-Propanol, 2-methyl-
59 /ﬂ j
5000 AR RARRE RARRA RS
- 4.00 4.20 4.40 4.60
41 m/z 41.10 17 .60%
0 ]75 25\‘\ ‘ 1 ‘ | 50 ‘ .
I UL FURELIN IR SURLIL SULIL IR UL JULIL UL SR
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
400 420 440 460
5000 43 m/z 107.00 13.84%
31
ST - R 1 53 690 75 89
RN FURELILN IR SURLLIL SURIL IR UL JULIL UL SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3818: 4-Pentene-2-ol, 2-methy! e e
59 400 4.20 4.40 4.60
m/z 69.10 7.20%
5000 43
31
o 37|| 53 | 67 79 8
miz--> 10 20 30 40 50 60 70 8 90 100 110 400 420 440 460
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111915\
Data File : BF083067.D

Acq On : 20 Nov 2015 7:19

Operator : UM/I1Z

Sample - G4458-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 unknown4.37 Concentration Rank 15

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

4_37 19.58 ng 1035550 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 42
2 Formic acid, l1l-methylethyl ester 88 C4H802 000625-55-8 42
3 Ethanol, 2,2"-[oxybis(2,1-ethane... 194 C8H1805 000112-60-7 39
4 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 39
5 4-Penten-2-o0l 86 C5H100 000625-31-0 36

Abundance Scan 200 (4.373 min): BF083067.D (-198) (-) m/z 45.10 100.00%
45
5000
58 69 87 103 4.00 420 4.40 4.60 4.80
Obrrrprrrrprrrr o ek S e e e o oS e || M2 43.10 25 48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #928: R-(-)-1,2-propanediol
45 ‘A
5000 ANARBRRARE RARRA RALEE Y
4.00 420 4.40 4.60 4.80
29 m/z 41.10 25 _45%
0"W'M%i'”b”'WJL'P'”?a"'79"”I”'W'“'P'”I”'W'”'P'”I”'W'“'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
45
400 420 440 460 480
5000 m/z 39.10 10.64%
27 23
o 36 %9 88
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #52370: Ethanol, 2,2'-[oxybis(2,1-ethanediyloxy)]bis-
45 400 420 4.40 4.60 4.80
m/z 69.10 8.02%
5000
3 s 75 8101 459 133 163
o} BESREES7 HNSN S N MY NS B A SNBSS,V S ¥ S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 Butane, 2,3-dichloro-2-methyl- Concentration Rank 2

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

4.62 244.03 ng 12906700 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dichloro-2-methyl- 140 C5H10CI2 000507-45-9 83
2 Propane, 2-bromo-1-chloro- 156 C3H6BrCI 003017-95-6 38
3 Propane, 1,1-dichloro- 112 C3H6CI2 000078-99-9 36
4 Butane, 1,3-dichloro-3-methyl- 140 C5H10CI2 000624-96-4 16
5 Propane, 1,2-dichloro-2-methyl- 126 C4H8CI2 000594-37-6 9

Abundance Scan 222 (4.624 min): BF083067.D (-217) (-) m/z 77.10 100.00%
7w
41
5000 69
Lo |l 900 i b0 a0 b0 4B 5o
Olreprrrerrrethbr St M1 97 |, 114 128 Tm/z 41.10 68.79%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17484: Butane, 2,3-dichloro-2-methyl-
77
5000 a1
420 4.40 4.60 4.80 5.00
27 69 m/z 69.10 41.02%
53 ‘ 89 o 105
0"P"“P'*hlh'W“U'ﬁ'““i'“'l“'”P'??PJ“W"“I}?ﬁl'“%?g"v"W"“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
77
420 440 460 480 500
5000 41 m/z 79.10 34 .05%
27
o 49 63 93 107 121129 143 158
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6041: Propane, 1,1-dichloro- | LA DL BN B N N
7 420 4.40 4.60 4.80 5.00
29 41 m/z 76.10 29 .45%
5000
o w“ 49 6lgg I8 o7 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 420 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18

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

4.83 11.67 ng 617165 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 240 (4.830 min): BF083067.D (-238) (-) m/z 43.10 100.00%
a3
59
5000
101 440 4.60 4.80 5.00 5.20
O S0t 3 e 8| 8810 58 00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R R R L
440 4.60 4.80 5.00 5.20
m/z 101.10 17.05%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 440 460 480 500 520
5000 m/z 58.10 14 _70%
29 101
3 N NN PR A R - S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 440 4.60 4.80 5.00 5.20
m/z 41.10 8.99%
5000 41
31
| © g
0 "'I'}é'l""l" 'Jiﬁ"'l??uki" "i""l""l'"g?l""l' P A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 1,3-Dichloro-2-butene Concentration Rank 10

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

4.88 36.01 ng 1904440 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Dichloro-2-butene 124 C4H6CI2 000926-57-8 72
2 2-Bromo-1-(chloromethyl)cyclopro... 168 C4H6BrClI 1000222-15-8 56
3 Allylamine, 3-chloro-N-isopropyl... 147 C7H14CIN 023240-44-0 40
4 1-Butyne, 3-chloro- 88 C4H5CI 021020-24-6 18
5 1-Propene, 3-chloro-2-(chloromet... 124 C4H6CI2 001871-57-4 10

Abundance Scan 244 (4.876 min): BF083067.D (-242) (-) m/z 89.00 100.00%
53
5000 /4
41 67
w 250 4B ko 550
o L, ,-|.'-...}2.3..1.3?....,...., m/z 53.05 65.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9951: 1,3-Dichloro-2-butene
53 89
5000 RN U L LR L
27 4.60 4.80 5.00 5.20
124 m/z 91.00 33.48%
39
o 15 U ,‘H,‘, L | 1 |
m/z--> 20 40 60 80 100 120 140 160
Abundance
27 53 89
460 480 500 520
5000 39 m/z 67.10 31.75%
. 62 79 106 19 a3 o153 170
miz--> 20 40 60 80 100 120 140 160
Abundance #21479: Allylamine, 3-chloro-N-isopropyl-2-methyl-, (E)- R E e L RREE
89 4.60 4.80 5.00 5.20
132 m/z 41.10 31.26%
30
5000 53
15 % 72
112
ol— ""| .‘.‘. - iy |6|3;‘| — lllo. ; l T .“. |:!-4:7' T ...|....|./.\..|....|....
m/z--> 20 40 60 80 100 120 140 160 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 unknown5.37 Concentration Rank 17

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

5.37 14.78 ng 781583 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dichloro-, trans- 138 C5H8CI2 026688-50-6 22
2 Benzonitrile 103 C7H5N 000100-47-0 14
3 2-Chloronicotinoitrile 138 C6H3CIN2 006602-54-6 13
4 Tricyclo[3.1.0.0(2,4)]hex-3-ene-... 103 C7H5N 103495-51-8 12
5 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 12

Abundance Scan 287 (5.367 min): BFO83067.D (-285) (-) m/z 103.00 100.00%
67 103
41
5000
e w"'w"'m"'w"'w'
| q‘ 8|7 123 13|8 500 520 540 560 5.80
Ol sl et 8L m/z 67.10 88.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16493: Cyclopentane, 1,3-dichloro-, trans-
67
5000 R R LR I
5.00 520 5.40 5.60 5.80
41 m/z 41.10 57 .25%
4 7B 102
O T T T T o e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
103
A RARRARARSS RARE RN
500 520 540 560 5.80
5000 m/z 39.10 37.31%
76
26 39 0 3

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #16511: 2-Chloronicotinoitrile A e
5.00 5.20 5.40 5.60 580
m/z 105.00 31.51%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 unknown5.74 Concentration Rank 1

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

5.74 411.03 ng 21739000 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentyne, l1l-chloro- 102 C5H7CI 022592-15-0 43
2 Cyclopentane, 1,1-dichloro- 138 C5H8CI2 031038-06-9 43
3 Cyclopentene, 1-chloro- 102 C5H7CI 000930-29-0 38
4 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 35
5 Bicyclo[2.1.0]pentane 68 C5H8 000185-94-4 27

Abundance Scan 320 (5.744 min): BF083067.D (-313) (-) m/z 67.10 100.00%
67
89
5000 39 103
53 AN
76 AL BSRRE SRR LA N
138 5.40 560 5.80 6.00
0 ..,....,....,...-.'!:...','|:|...,-.'|.|.'!,.'.”'.',...'.i'...., s 123 18 /7 89.10  53.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4306: 2-Pentyne, 1-chloro-
67 102
41
5000 T A
51 5.40 5.60 5.80 6.00
. ‘ m/z 103.05 47 .32%
87
0'W}?P'”P“'P”W'”W”'WZ?I“”P'”I”'P”W'”W“'W””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67
A AR AR LARRERARES
5.40 560 5.80 6.00
5000 42 103 m/z 39.10 40.39%
75
o o1 138
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4307: Cyclopentene, 1-chloro- P .],\. ]
67 5.40 5.60 5.80 6.00
m/z 41.10 40.38%
5000
39 102
i ?1 | ‘ | 75 1] A A\
S A R RS R KA RARLA AR AR LA LARAN SARS LRI RARAE L AR RN RS LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 560 5.80 6.00

8270-BF111915.M Fri Nov 20 12:25:51 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 unknown5.92 Concentration Rank 13

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

5.92 28.91 ng 1529100 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.1.0]pentane 68 C5H8 000185-94-4 37
2 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 25
3 2-Pentyne, l-chloro- 102 C5H7CI 022592-15-0 18
4 Cyclobutane, 1-bromo-2-chloro- 168 C4H6BrCI 055887-83-7 17
5 1,3-Dichloro-2-butene 124 C4H6CI2 000926-57-8 17

Abundance Scan 335 (5.916 min): BF083067.D (-331) (-) m/z 67.10 100.00%
67
89 103
5000 41 53 - 138
A
| | | || 11 123 560 5.80 6.00 6.20
Obrprrrerrrrrperlhele bl Wl M W e m/z 89.00 51.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #441: Bicyclo[2.1.0]pentane
67
5000 39 SRS SRR ARSI
53 5.60 5.80 6.00 6.20
27 ‘ m/z 103.00 49.34%
0 | ‘\“\ | I
HARNRRUNRAI L A UL AR A AR AN LARAS RS RS BRI AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
53 67
R SRR LR RARAS
5.60 5.80 6.00 6.20
5000 27 m/z 41.10  40.45%
39
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4306: 2-Pentyne, 1-chloro- — i
67 102 5.60 5.80 6.00 6.20
41 m/z 39.10 40.39%
5000
51
27 87
0 15 \ Al ‘\‘ il 7? L, l
rrprrr e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20

8270-BF111915.M Fri Nov 20 12:25:52 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 9 unknown6.00 Concentration Rank 14

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

6.00 25.12 ng 1328710 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pyridinecarbonitrile, 2-chloro- 138 C6H3CIN2 033252-30-1 35
2 Benzene, (2-chloroethenyl)- 138 C8H7CI 000622-25-3 25
3 2-Chloronicotinoitrile 138 C6H3CIN2 006602-54-6 25
4 Pentanoic acid, cyclohexyl ester 184 C11H2002 001551-43-5 25
5 1,4-Hexadiene, (2)- 82 C6H10 007318-67-4 22

Abundance Scan 342 (5.996 min): BF083067.Dd)(—340) ) m/z 103.10 100.00%
103
67
41
5000
‘ 51 ‘ 7F 138 e e e
87 5.60 5.80 6.00 6.20 6.40
o...,....,....,...~:,'....'||:|...6,9.'.::,...'.,...'.-,....,..'..1,1.1...,1.25?.,... e Tm/z 67.10  76.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16513: 4-Pyridinecarbonitrile, 2-chloro-
103 138
5000 A A
76 560 580 6.00 6.20 6.40
51 m/z 41.10 56 .60%
0 3\7 \H\ \62 ‘\ 85 | 111 120 1l
miz-> 10 2 30 40 50 60 70 80 80 100 110 130 130 140 |
Abundance
103
—r‘!‘v—v—
138 5.60 5.80 6.00 6.20 6.40
5000 51 77 m/z 105.10 32.57%
63
ol 15 27 ¥ 87 112 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16510: 2-Chloronicotinoitrile R e R B R
103 5.60 5.80 6.00 6.20 6.40
138 m/z 39.10 31.81%
5000
76
26
0 ‘\ H\ \H\ 62 ‘\ 85 95 | 111 I,
LR AR AL IR RAAAS RLALA RN RRARA RAREN AR LUK AL AR SARAS SARRY Tt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40

8270-BF111915.M Fri Nov 20 12:25:53 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 10 unknown6.34 Concentration Rank 16

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

6.34 16.12 ng 852535 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 1-chloro- 102 C5H7CI 000930-29-0 49
2 1-Butyne, 3-chloro-3-methyl- 102 C5H7CI 001111-97-3 43
3 Cyclopentane, 1,3-dichloro-, cis- 138 C5H8CI2 026688-51-7 40
4 Cyclopentane, 1,l1-dichloro- 138 C5H8CI2 031038-06-9 37
5 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 27

Abundance Scan 372 (6.339 min): BF083067.D (-369) (-) m/z 67.10 100.00%
67
5000 a1 o 102
‘ | s 2 138
6.00 6.20 6.40 6.60
0...,....,...-.','....'||::-..69:'.:!,..|:-.,...'.|,'....,..“.19,9....,1.2?’..,...“...., m/z 102.00  40.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4307: Cyclopentene, 1-chloro-
67
5000 "4""|""|""|""|'
6.00 6.20 6.40 6.60
39 102 m/z 41.10 40.08%
nin 5\\1 | ‘ | 75 1]
e R R RS RS RS RN RRARS RSN LRSS LSS LR RARSE RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 67
6.00 6.20 6.40 6.60
5000 51 m/z 103.00 39.46%
102
27
o 60 75 87
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 f\
Abundance #16491: Cyclopentane, 1,3-dichloro-, cis- P P A, T
67 6.00 6.20 6.40 6.60
m/z 39.10 31.60%
5000
41 102
76
0"%"'%"“i"“?%“”ILHHI'Jhl"”l"“ljy”l"”I"”I'f??'”'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

8270-BF111915.M Fri Nov 20 12:25:53 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 11 unknown6.40 Concentration Rank 6

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

6.40 57.96 ng 3065640 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-chloroethyl) ether 142 C4H8CI20 000111-44-4 43
2 2-Butanol, 1,4-dichloro- 142 C4H8CI20 002419-74-1 40
3 Silane, chlorotrimethyl- 108 C3HOCISi 000075-77-4 38
4 Cyclopropane, 1-bromo-1-chloro-2... 172 C3H3BrCIF 024071-59-8 28
5 1R-_.alpha.-Pinene 136 C10H16 007785-70-8 9

Abundance Scan 377 (6.396 min): BF083067.D (-374) (-) m/z 93.00 100.00%
43 98B
5000 57 107
71 6.00 620 640 6.60 6.80
79 141
o...,....,....,F??.',':w..','.'.-..,.'.-.~.,|...'.-,....,.:..,....',....1,2]1...,....,-....,.. m/z 43.10 82.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18575: Bis(2-chloroethyl) ether
93
63
5000 RS LRSS RSN RS N
27 6.00 6.20 6.40 6.60 6.80
m/z 57.10 43.58%
ol 14 449 17179 106 131 142
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 6.80
5000 29 - m/z 107.10 41.85%
43 5
o 15 65 106 124 141
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5120: Silane, chlorotrimethyl- e ERman mEa
93 6.00 6.20 6.40 6.60 6.80
m/z 95.00 32.70%
5000
73
63
43
Jo s 2 s || | e || 108
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 | | 6.00 6.20 6.40 6.60 6.80

8270-BF111915.M Fri Nov 20 12:25:54 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 12 unknown6.56 Concentration Rank 12

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

6.56 29.60 ng 1565710 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-chloroethyl) ether 142 C4H8CI20 000111-44-4 43
2 2-Butanol, 1,4-dichloro- 142 C4H8CI20 002419-74-1 40
3 Cyclopropane, 1-bromo-1-chloro-2... 172 C3H3BrCIF 024071-59-8 25
4 Methane, bis(2-chloroethoxy)- 172 C5H10CI202 000111-91-1 23
5 Silane, chlorotrimethyl- 108 C3HOCISi 000075-77-4 9

Abundance Scan 391 (6.556 min): BF083067.D (-388) (-) m/z 93.00 100.00%
43 9%
107
5000 57
o R 620 640 6.60 680
Obrrrrrrrprerrrered oo b e e m/z 43.10 83.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18575: Bis(2-chloroethyl) ether
93
63
5000
27 6.20 6.40 6.60 6.80
m/z 107.00 56.70%
oL 14 | 4149 || 7179 106 131 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
93
620 640 6.60 680
5000 29 - m/z 57.10 42 .96%
43 5
o 15 65 106 124 141
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 6.20 6.40 6.60 6.80
m/z 95.00 31.60%
5000 67
31 57
i |
O T e ENARBE AR SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80

8270-BF111915.M Fri Nov 20 12:25:55 2015

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 14 unknown6.90 Concentration Rank 3

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

6.90 158.16 ng 8365070 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal, 2,3-dichloro-2-methyl- 140 C4H6CI120 010141-22-7 34
2 Propane, 1,3-dichloro- 112 C3H6CI2 000142-28-9 9
3 Arsine 78 AsH3 007784-42-1 9
4 (R,R)-Tartaric acid 150 C4H606 000087-69-4 9
5 Thiourea 76 CHAN2S 000062-56-6 7

Abundance Scan 421 (6.899 min): BF083067.D (-419) (-) m/z 76.05 100.00%
76
5000
41 53 63 uo -

‘ I‘ ‘|| | || || 6.60 6.80 7.00 7.20
"'I'"'I""I""I""'I"'"ll:""III"'II" " || e ||| m/z 75.05 43 .32%

0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17459: Propanal, 2,3-dichloro-2-methyl-
76
41
5000 LI L L L L LB BB |
6.60 6.80 7.00 7.20
111 m/z 110.00 35.60%
Lo TP T s o s o
T T P T T T T e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
76
e )
6.60 6.80 7.00 7.20
5000 41 m/z 78.00 34.67%
27
49 63
0 15 85 112
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #970: Arsine
76 6.60 6.80 7.00 7.20
m/z 63.05 32.85%
5000
2 38
O T P T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20

8270-BF111915.M Fri Nov 20 12:25:56 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 15 unknown6.96 Concentration Rank 4

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

6.96 108.06 ng 5715430 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,3-dichloro- 112 C3H6CI2 000142-28-9 40
2 (R,R)-Tartaric acid 150 C4H606 000087-69-4 9
3 Propanal, 2,3-dichloro-2-methyl- 140 C4H6CI120 010141-22-7 9
4 Thiourea 76 CHAN2S 000062-56-6 5
5 Carbon disulfide 76 CS2 000075-15-0 4

Abundance Scan 426 (6.956 min): BF083067.D (-423) (-) m/z 76.05 100.00%
76
5000
a1 63 110
53 89 125
6.60 6.80 7.00 7.20
ol i 13 m/z 75.00  44.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6047: Propane, 1,3-dichloro-
76
5000 41 SRS S SRR
6.60 6.80 7.00 7.20
27 m/z 110.00 36 .93%
49 63
m/z--> 10 20 35 Jo 55 60 70 80 90 100 110 120 130 140 150
Abundance
76
660 680 7.00 7.20
5000 58 m/z 78.00 35.01%
29 45 gg 105
o 19 37 114 132 150
mﬂmmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17459: Propanal, 2,3-dichloro-2-methy!l- R e S EAmEEELEEe
76 6.60 6.80 7.00 7.20
a1 m/z 41.10 33.41%
5000
49 63 ‘ i
S O A0 < 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20

8270-BF111915.M Fri Nov 20 12:25:57 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 16 unknown7.00 Concentration Rank 11

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

7.00 33.88 ng 1791680 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-4-fluorophenol 146 C6H4CIFO 002613-23-2 49
2 4(1H)-Quinazolinone 146 C8H6N20 000491-36-1 43
3 2-Cyanobenzamide 146 C8H6N20 017174-98-0 32
4 6-Chloro-3-hydroxypyridazine 1-o... 146 C4H3CIN202 018259-52-4 25
5 Naphthalene, 1-fluoro- 146 C1OH7F 000321-38-0 17

Abundance Scan 430 (7.002 min): BFO83067.D (-427) (-) m/z 146.00 100.00%
146
5000 63 o8
83 0 6.80 7.00 7.0 7.40
5 73 117 126 6.60 6.80 7.00 7.20 7.40
o N S o N | - oSN [ m/z 63.05 37.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21011: 3-Chloro-4-fluorophenol
146
5000 83
6.60 6.80 7.00 7.20 7.40
m/z 98.00 34.17%
0 3130 49 % 573 | o1 1001091{7126
m/z--> 10 20 §o 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
146
6.60 6.80 7.00 7.20 7.40
5000 m/z 148.00 32.78%
118
so 2 . %0
0 41 og 106 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21241: 2-Cyanobenzamide REs e ARARRRES T
146 6.60 6.80 7.00 7.20 7.40
103 m/z 57.10 11.48%
5000 6
50
130
m/z--> 10 20 30 40 50 6|0 70 80 9'0 1(')0 110 12'0 130 140 150 6.60 6.80 7.00 7.20 7.40

8270-BF111915.M Fri Nov 20 12:25:58 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 17 unknown7.85 Concentration Rank 5

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

7.85 64 .97 ng 2833230 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pentenoic acid, 5-(4-chlorophe... 308 C17H21CIO3 302941-29-3 32
2 1,6-Dimethyl[1,2,4]triazolo[3,4-... 165 C6H7N50 1000146-89-4 14
3 2-Methoxyphenyl isothiocyanate 165 C8H7NOS 003288-04-8 12
4 4-Methoxyphenyl isothiocyanate 165 C8H7NOS 002284-20-0 10
5 4-Hydrazino-7-methyl-1H-1,2,3-tr... 165 C5H7N7 028753-32-4 9

Abundance Scan 504 (7.847 min): BF083067.D (-501) (-) m/z 165.00 100.00%
165
5000
760 7.80 8.00 8.20
o} m/z 167.00 66.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121683: 4-Pentenoic acid, 5-(4-chlorophenyl)-2,2-diethyl-...
165
5000 U UL LU L
7.60 7.80 8.00 8.20
" 102 137 m/z 66.10 32.51%
0 “ 57 75 | 118 \ | 181 207 233 263280 308
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
82 165
2 g7 137 R e e
7.60 7.80 8.00 8.20
5000 m/z 101.00 27.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #32727: 2-Methoxyphenyl isothiocyanate R b R En
165 7.60 7.80 8.00 8.20
122 m/z 102.00 11.15%
5000
150
63
39 78 ‘
0 .:.I-.Slun“l.‘.H.‘.l‘l.“.”l“‘. ””lhu‘“..‘. - h... S RRE RAAE e e Sy RS ERmm mLa L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.60 7.80 8.00 8.20

8270-BF111915.M Fri Nov 20 12:26:00 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 18 unknown8.44 Concentration Rank 19

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

8.44 10.47 ng 456644 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pentenoic acid, 5-(4-bromophen... 352 C17H21Br0O3 302941-31-7 22
2 3-Methoxybenzaldehyde thiocarbam... 209 C9H11N30S 051146-74-8 10
3 1,3,6,9b-Tetraazaphenalene-4-car... 209 C11H7N5 037160-08-0 10
4 Thiazolidin-2-one, 3-(4-methoxyp... 209 C10H11NO2S 028690-23-5 9
5 2-Mercapto-benzothiazole-6-carbo... 211 C8H5N02S2 084092-99-9 9

Abundance Scan 556 (8.442 min): BF083067.D (-553) (-) m/z 211.00 100.00%
211
5000 66
8 | o % 13017 173 " 820 840 8.60 880
o} T T e m/z 209.00 75.57%
m/z--> 50 100 150 200 250 300 350
Abundance #141809: 4-Pentenoic acid, 5—(4—ba}omophenyl)—z2—diethy|—3...
209
102
5000 L LS UL LR A
8.20 8.40 8.60 8.80
m/z 66.10 40.53%
76 130 183
ob— M‘H \5 ol IM —— l - ];6|5 .H. I l — .2|51. |27|9| 399?2?' |3|52
m/z--> 50 100 150 200 250 300 350
Abundance
209
134 8.20 8.40 8.60 8.80
s000] 43 76 m/z 213.00 23.51%
108
m/z--> 50 100 150 200 250 300 350
Abundance #62212: 1,3,6,9b-Tetraazaphenalene-4-carbonitrile, 2-methyl- L .
209 8.20 8.40 8.60 8.80
m/z 102.00 13.71%
5000 1c8
141
m/z--> B '55 '160" "1éo" 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 19 unknown8.98 Concentration Rank 9

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

8.98 51.10 ng 2548510 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5,6-Dichloro-2,3-pyrazinedicabon... 198 C6CI2N4 056413-95-7 27
2 1,4-Dichlorophthalazine 198 C8H4CI2N2 004752-10-7 16
3 Quinoxaline, 2,3-dichloro- 198 C8H4CI2N2 002213-63-0 14
4 1,4-Benzenedicarbonitrile, 2,3,5... 200 C8F4N2 001835-49-0 11
5 Benzoic acid, 4-hydroxy-3,5-dime... 198 C9H1005 000530-57-4 10

Abundance Scan 603 (8.979 min): BF083067.D (-600) (-) m/z 198.00 100.00%
14

5000

8.60 8.80 9.00 9.20 9.40

0! m/z 200.00 94 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55098: 5,6-Dichloro-2,3-pyrazinedicabonitrile
198
137
5000 LI L L L Y L L LY LB L LB}
8.60 8.80 9.00 9.20 9.40
m/z 99.00 73.62%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
198
A
8.60 8.80 9.00 9.20 9.40
5000 m/z 134.00 48 .50%
50 75 99 135 170
120
| 'INHNRNTIN | RSSNS | S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55250: Quinoxaline, 2,3-dichloro- e
198 8.60 8.80 9.00 9.20 9.40
163 m/z 136.00 31.21%
102
5000
50 75
24 37 88 128 148

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 860 8.80 900 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:-19

Operator : UM/I1Z

a?ggle i 64458-01 SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 20 unknownl1l0.03 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.03 9.75 ng 486188 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,4-dibromo- 284 C10H6Br2 000083-53-4 30
2 Naphthalene, 1,8-dibromo- 284 C10H6Br2 017135-74-9 30
3 3-Methoxy-15.beta.-methyl-18_alp... 287 C17H21NO3 1000148-61-2 22
4 Acetic acid, l-ethyl-9a,lla-dime... 346 C23H3802 1000190-78-3 11
5 Phosphorothioic acid, 0,0-dimeth... 321 C7H7CI3NO3PS 005598-13-0 10
Abundance Scan 695 (10.030 min): BF083067.D (-693) (-) m/z 285.90 100.00%
286

5000

9.80 10.00 10.20 10.40

(o} m/z 287.90 69.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108254: Naphthalene, 1,4-dibromo-
286
5000 TT T T [T T T T[T T T T[T T T T [TTT

9.%30 lO.IOO lO.IZO 10.40
m/z 62.05 45.23%

0!
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
286 \
e
9.80 10.00 10.20 10.40
5000 126 m/z 283.90 44 .86%
63 207
ol 25 39 g5 99 143 160 170 221 242256
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110453: 3-Methoxy-15.beta.-methyl-18.alpha.-nor-8-aza-16-... R S Emame ma
286 9.80 10.00 10.20 10.40
m/z 97.00 35.68%
214
5000 161
91 108 135 | 975 2#0 258575
Y A SV PN VU M R 1 N (o
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111915\

Data File : BF083067.D

Acq On = 20 Nov 2015 7:19 Instrument :
Operator : UM/IZ BNA_F

Sample - G4458-01 ClientSampleld :
Misc - SES-EFFLUENT-MS-1
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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-Propanol, 2-met... 4.33 51.9 ng 2747310 1 6.70 1057800 20.0
unknown4 .37 4.37 19.6 ng 1035550 1 6.70 1057800 20.0
Butane, 2,3-dichl... 4.62 244 .0 ng 12906700 1 6.70 1057800 20.0
2-Pentanone, 4-hy... 4.83 11.7 ng 617165 1 6.70 1057800 20.0
1,3-Dichloro-2-bu... 4.88 36.0 ng 1904440 1 6.70 1057800 20.0
unknown5 .37 5.37 14.8 ng 781583 1 6.70 1057800 20.0
unknown5.74 5.74 411.0 ng 21739000 1 6.70 1057800 20.0
unknown5.92 5.92 28.9 ng 1529100 1 6.70 1057800 20.0
unknown6 .00 6.00 25.1 ng 1328710 1 6.70 1057800 20.0
unknown6 .34 6.34 16.1 ng 852535 1 6.70 1057800 20.0
unknown6 .40 6.40 58.0 ng 3065640 1 6.70 1057800 20.0
unknown6 .56 6.56 29.6 ng 1565710 1 6.70 1057800 20.0
unknown6 .90 6.90 158.2 ng 8365070 1 6.70 1057800 20.0
unknown6 .96 6.96 108.1 ng 5715430 1 6.70 1057800 20.0
unknown? .00 7.00 33.9 ng 1791680 1 6.70 1057800 20.0
unknown? .85 7.85 65.0 ng 2833230 2 7.98 872177 20.0
unknown8 .44 8.44 10.5 ng 456644 2 7.98 872177 20.0
unknown8 .98 8.98 51.1 ng 2548510 3 9.74 997374 20.0
unknown10.03 10.03 9.8 ng 486188 3 9.74 997374 20.0
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