LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089093.D

Aca On 18 Jul 2016 20:41

Operator : UM/SJ

Sample : H4044-27 2X

Misc :

ALS Vial : 13 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-BF063016.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 1.633 3 4 13 rvv 102044 182952 7.58% 1.935%
2 1.747 13 14 36 rvB 1194722 2413354 100.00% 25.520%
3 4.764 276 278 281 rBB 29114 34989 1.45% 0.370%
4 5.233 316 319 321 rBV 439869 580742 24.06% 6.141%
5 6.296 409 412 414 rBV 594481 633239 26.24% 6.696%

6.410 420 422 424 rBvV 776714 651653 27.00% 6.891%
6.479 426 428 431 rBvV 158600 148587 6.16% 1.571%
6.639 440 442 444 rBB 396537 323326 13.40% 3.419%
6.799 453 456 458 rBB 522923 496897 20.59% 5.254%
7.210 489 492 494 rBvV 317854 373554 15.48% 3.950%

=
QO ~NO®

11 7.930 552 555 557 rBV 444424 427414 17.71% 4_.520%
12 9.005 646 649 651 rBvY 844886 682409 28.28% 7.216%
13 9.405 681 684 686 rvB 107990 108216 4.48% 1.144%
14 9.679 705 708 709 rBV 308605 374769 15.53% 3.963%
15 10.456 774 776 779 rVB 296935 250583 10.38% 2.650%

16 11.154 834 837 840 rVB 226275 344550 14.28% 3.643%
17 12.354 940 942 944 rBV 68030 58265 2.41% 0.616%
18 12.571 959 961 964 rBV 38459 52265 2.17% 0.553%
19 12.731 973 975 977 rVB 520747 447614 18.55% 4_.733%
20 13.771 1063 1066 1072 rBV 388611 411065 17.03% 4._.347%

21 13.874 1072 1075 1078 rBV5 11679 30250 1.25% 0.320%
22 14.160 1095 1100 1101 rBV3 15654 39610 1.64% 0.419%
23 14.765 1151 1153 1156 rBV 25911 48902 2.03% 0.517%
24 15.017 1173 1175 1179 rBV2 23001 37089 1.54% 0.392%

25 15.131 1182 1185 1194 rVB 221445 304341 12.61% 3.218%

Sum of corrected areas: 9456635
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089093.D

Aca On 18 Jul 2016 20:41

Operator : UM/SJ

Sample : H4044-27 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089093.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089093.D

Aca On 18 Jul 2016 20:41

Operator : UM/SJ

Sample : H4044-27 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.76 2.16 ng 34989 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 278 (4.764 min): BF089093.D (-276) (-) m/z 43.10 100.00%
43
59
5000
101 B R UL L
| 83 440 4.60 4.80 5.00
o e o -~ R Wl m/z 59.10 60 .49%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR R LN LR
59 440 460 480 500
m/z 101.10 24 _76%
26 3 38, | 88 o3 '
mz-> 20 30 40 50 60 70 80 90 100
Abundance
43
440 460 480 500
5000 m/z 58.00 15.79%
29 3g 55 83 98
mz-> 20 30 40 50 60 70 80 90 100
Abundance #3159: 5-Hexen-2-one R A R m e
43 440 4.60 4.80 5.00
m/z 41.10 10.36%
5000
55
27 38 | s0| e 71 77 8 98
mz-> 20 30 40 50 60 70 80 90 100 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089093.D

Aca On 18 Jul 2016 20:41

Operator : UM/SJ

Sample : H4044-27 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.41 Concentration Rank 2

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

6.41 40.31 ng 651653 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 422 (6.410 min): BF089093.D (-420) (-) m/z 132.00 100.00%
5000 68
40, 54 62|| 5 o F 104 6.00 620 6.0 6.60 6.80
L B e T D [| R m/z 68.10 42 .78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LN L UL R
6.00 6.20 6.40 6.60 6.80
0
?_38 iT 13 m/z 134.00 32.63%
1] | | !
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 26.91%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- I e e R
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17.02%
117
5000
39 91
51 65 ‘
27 77 105
.,..N.,..”hu...HJ.?ﬁ.h..,..Jr,ﬁ%.ﬂ:.?ﬁ....,..ll 12 ‘t" T [T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089093.D

Aca On 18 Jul 2016 20:41

Operator : UM/SJ

Sample : H4044-27 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 5 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5

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

6.48 9.19 ng 148587 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
4 Ethanol. 2-I2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 38
5 Diethyl carbitol 162 C8H1803 000112-36-7 28

Abundance Scan 428 (6.479 min): BF089093.D (-426) (-) m/z 45.10 100.00%
45
5000
59
h 620 640 6.60 6.80
104 : : : :
rrprrre e el e e e e e || M7z 59.10 34 27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 ISR RS LR LR
31 59 6.20 6.40 6.60 6.80
72 m/z 72.10 22.91%
"|""|"'lh""|'H"|'"'l""|'t“'|'"§?'"'l%Q?'l'%%gl""l}ﬁql"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
620 640 6.60 6.80
5000 59 m/z 73.10 14.26%
31 73
38 88 103
mﬁwmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)- B RERmE man e SRS
45 6.20 6.40 6.60 6.80
m/z 43.10 14 .25%
5000 59
“ 5 90
”I“'W'”'P'”Ih'W'”'P'“I”MW'”JL'”I”'W'”'P'”I”'W" S RS R LR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089093.D

Aca On 18 Jul 2016 20:41

Operator : UM/SJ

Sample : H4044-27 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl5.02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.02 2.44 ng 37089 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 46
2 Pervlene 252 C20H12 000198-55-0 41
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 38
4 Benzolklfluoranthene 252 C20H12 000207-08-9 38
5 4H-1-Benzopyran-4-one, 8-methoxy... 252 C16H1203 026964-26-1 38
Abundance Scan 1175 (15.017 min): BF089093.D (-1173) (-) m/z 252.10 100.00%
2
5000
144 172 282 3‘|35 14.80 15.00 15.20 15.40
PN I m/z 123.10  42.94%
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzo[e]pyrene
252
5000 LR SIS SO U SN
14.80 15.00 15.20 15.40
126 m/z 250.20 33.47%
41 63 81100 m‘ 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 95.10 26 .03%
125
17 39 74 99 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104228: Benz[e]acephenanthrylene R A BEREE R
252 14.80 15.00 15.20 15.40
m/z 125.10 21.99%
5000
126
26 51 74 100, | 150 174 200 224 ||
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071816\
Data File : BF089093.D

Acq On 18 Jul 2016 20:41

Operator : UM/SJ

Sample > H4044-27 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.76 2.2 ng 34989 1 6.64 323326 20.0
unknown6 .41 6.41 40.3 ng 651653 1 6.64 323326 20.0
Ethanol, 2-(2-eth... 6.48 9.2 ng 148587 1 6.64 323326 20.0
unknownl15.02 15.02 2.4 ng 37089 6 15.13 304341 20.0
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