LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051017\
Data File : BM0O09975.D
Aca On : 10 May 2017 17:46 Instrument :
Operator : SJ/MA gyAﬁg el

- - lentosampleld :
3?22'6 : 13058-11 LF017MW001-170508
ALS Vial : 10 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 M\METHODS\8270-BM050517 .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 4.422 220 227 242 rBV 4477290 6388616 100.00% 16.693%
2 4.898 303 308 318 rVB 118420 172935 2.71% 0.452%
3 5.357 380 386 397 rBV 681219 1060473 16.60% 2.771%
4 6.951 651 657 668 rBV 430283 737715 11.55% 1.928%
5 7.304 709 717 727 rBV 1405839 2264366 35.44% 5.917%
6 7.769 790 796 808 rVB 305251 493891 7.73% 1.291%
7 8.086 842 850 862 rBVY 1164259 1894614 29.66% 4_.951%
8 8.939 988 995 1004 rBY 1201884 1960925 30.69% 5.124%
9 9.022 1004 1009 1013 rVB3 42286 73804 1.16% 0.193%
10 10.563 1260 1271 1281 rBV 408248 703707 11.02% 1.839%
11 11.857 1487 1491 1498 rBvV 49320 89082 1.39% 0.233%
12 13.033 1680 1691 1697 rBVY 2757110 4500488 70.45% 11.760%
13 13.733 1803 1810 1817 rBvV6 24359 67039 1.05% 0.175%

14 13.880 1830 1835 1841 rBV2 89477 133926 2.10% 0.350%
15 14.421 1920 1927 1936 rVB2 591014 923410 14.45% 2.413%

16 15.168 2048 2054 2062 rBV 54369 94585 1.48% 0.247%
17 15.921 2176 2182 2192 rBV 2693774 3934490 61.59% 10.281%
18 16.462 2269 2274 2280 rBV 125311 198898 3.11% 0.520%
19 17.174 2389 2395 2405 rBV2 832066 1212484 18.98% 3.168%

20 17.345 2420 2424 2428 rBV3 57144 85002 1.33% 0.222%
21 18.056 2540 2545 2549 rBV5 79728 120497 1.89% 0.315%
22 18.151 2558 2561 2567 rVB3 49550 67693 1.06% 0.177%
23 19.268 2747 2751 2759 rBV 513942 666559 10.43% 1.742%
24 19.333 2759 2762 2767 rVV6 56050 71975 1.13% 0.188%

25 19.574 2799 2803 2808 rBV2 95383 116690 1.83% 0.305%

26 19.627 2808 2812 2818 rBV2 90803 126408 1.98% 0.330%
27 19.803 2836 2842 2852 rBV 5082615 6302939 98.66% 16.469%
28 20.580 2971 2974 2979 rVB7 47172 72987 1.14% 0.191%
29 21.050 3050 3054 3058 rBv4 167876 205715 3.22% 0.538%
30 21.250 3086 3088 3093 rVvB2 110129 108788 1.70% 0.284%

31 21.368 3103 3108 3114 rVB 1288961 1602627 25.09% 4.188%

32 22.191 3244 3248 3252 rVB2 300303 388860 6.09% 1.016%
33 23.662 3492 3498 3506 rvB2 733873 1428569 22.36% 3.733%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\

Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

ﬁ?ggle i 13058-11 LF017MW001-170508
ALS Vial : 10 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 38270757
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\

Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

ﬁ?ggle i 13058-11 LF017MW001-170508
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM050517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM009975.D
5000000
4.42

4000000

3000000

2000000
7.30
8.09 8.94

1000000 536

6.95 10.56
7.77
4.90 | i 02 \ 11

OIIHAIIIIIIIIII DU SURELSAN UL

T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM009975.D
5000000 19,80

4000000

3000000 13.03 15.92

2000000

1000000 17.17
14.42 19.27

131388 }\ 15.17 k 16.46 17.34 18845 Hk WP 20¢

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM009975.D
5000000

4000000

3000000

2000000
21.37

1000000
22.19

21.04.

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\

Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

ﬁ?ggle i 13058-11 LF017MW001-170508
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM050517 .M
Quant Title : 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 1,3-Oxathiolane Concentration Rank 1

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

4.42 258.71 ng 6388620 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Oxathiolane 90 C3H60S 002094-97-5 56
2 3-Thietanol 90 C3H60S 010304-16-2 53
3 Thiourea. methvl- 90 C2H6N2S 000598-52-7 50
4 Hvdrazinecarboxvlic acid. methvl... 90 C2H6N202 006294-89-9 38
5 Acrolein, 2-chloro- 90 C3H3cCIO 000683-51-2 38

Abundance Scan 227 (4.422 min): BM009975.D (-220) (-) m/z 60.00 100.00%
6d.0 90.0
5000
440 4.00 4.20 4.40 4.60 4.80
0 et e e e e, | m/z . 90.00  95.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2236: 1,3-Oxathiolane
90.0
60.0
5000 INSERBE SRR SRR
4.00 4.20 4.40 4.60 4.80
200 m/z 59.00  70.85%
0'“'|'w'Fw”'J'”'l'”'l'”'l'”'l'“'l'“'l'“'l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
90.0
46.0 NSRBI ARARE SRR R
4.00 4.20 4.40 4.60 4.80
5000 m/z 45.00 67.67%
62.0
Y L L U S S L S SIS WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2196: Thiourea, methyl- R BRams e
90.0 4.00 4.20 4.40 4.60 4.80
m/z 61.00 26.08%
5000 80.0
57.0
0'}ﬁq"“|M‘AT“7ﬁﬂ'““l"“l"“l'“'l'“'l'“'l'“' INSEBE SRS AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\

Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

ﬁ?ggle i 13058-11 LF017MW001-170508
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM050517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown4.90 Concentration Rank 5

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

4.90 7.00 ng 172935 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Guanidine 59 CH5N3 000113-00-8 38
4 Dimethadione 129 C5H7NO3 000695-53-4 36
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32

Abundance Scan 308 (4.898 min): BM009975.D (-303) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 IREE SAREE LR AR SRR
83.2 460 4.80 5.00 5.20
O‘WJ,HJ:..!|,....,-....-,|....,....,....,....,....,29?'.1. m/z 59.10 59.49%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L R R
59.0 460 480 500 520
0
150 1010 m/z 101.00 19.71%
0 wl " 83.0 \ ‘
LI SULELL ILRLLL SULELIL SURLIL DAL LA B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 520
5000 50.0 m/z 58.05 16.44%
101.0
15.0 83.0
G L I S U S S B SR S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #250: Guanidine EAmEmaaTEEEE L
43.0 59.0 460 4.80 5.00 5.20
m/z 39.10 8.12%
5000
2??
ottt e
m/z--> 2'0 4'0 60 8|0 1(')0 150 14'10 1('30 15';0 2(')0 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\

Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

ﬁ?ggle i 13058-11 LF017MW001-170508
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM050517 .M
Quant Title : 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 unknown7.30 Concentration Rank 2

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

7.30 91.70 ng 2264370 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-vne 66 C5H6 000646-05-9 38
2 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 35
3 3-Penten-1-vne. (2)- 66 C5H6 001574-40-9 35
4 1.3-Cvclopentadiene 66 C5H6 000542-92-7 25
5 Silane, bicyclo[2.2.1]hept-5-en-... 226 C7H9CI3Si 014319-64-3 17

Abundance Scan 716 (7.298 min): BM009975.D (-709) (-) m/z 132.00 100.00%
132.0
68.1
5000
40.1 96.0 L UL UL I R
| 54.1 .1 | 1060 7.00 7.20 7.40 7.60
Obrrrrrrr e el lly L 00 W Tm/z 68.10  64.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #359: 1-Penten-3-yne
66.0
39.0
5000 UM L L I R
7.00 7.20 7.40 7.60
m/z 66.10 50.97%
20 | S0
O e e T e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
66.0
A ARE LA R AR
390 7.00 7.20 7.40 7.60
5000 ' m/z 69.10 31.94%
27.0 51.0
A A R R RS RS RS RS WSS AN LR RARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #363: 3-Penten-1-yne, (2)- e
66.0 7.00 7.20 7.40 7.60
m/z 134.00 30.89%
5000 39.0
27.0 | 51.0 |
Ot e e e e MR L L I R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\

Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

ﬁ?ggle i 13058-11 LF017MW001-170508
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM050517 .M
Quant Title : 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 1,3,6-Dioxathiocane Concentration Rank 8

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

9.02 2.99 ng 73804 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Dioxathiocane 134 C5H1002S 002094-92-0 70
2 1.4-Oxathiane 104 C4H80S 015980-15-1 43
3 1.3-Oxathiane 104 C4H80S 000646-12-8 38
4 Butane. 1-(methvlthio)- 104 C5H12S 000628-29-5 30
5 Trimethylphosphine 76 C3H9P 000594-09-2 18

Abundance Scan 1009 (9.022 min): BM009975.D (-1004) (-) m/z 46.00 100.00%
44.0
61.0
5000
74.0 104.0 133.9
\ | l\ | e 550 550 900 950 540
Obr ettt M e e m/Z 61.00 61.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14488: 1,3,6-Dioxathiocane
46.0
61.0
so00)  #7 o5 550 Sho 350 o
74.0 104.0 .
1340 m/z 45.00  39.55%
-
0'|“Jwt“'w'hl“'“'“'wﬂhl“'ﬂ'“'w'”l“'w'“'w'“l“
m/z--> 20 40 50 60 70 80 90 100 110 120 130 140
Abundance
46.0
8.60 8.80 9.00 9.20 9.40
5000 61.0 104.0 m/z 60.10 38.08%
27.0 74.0
86.0
I R R RS RS AR RARRS RARRS RRAN LERAS AR SRS SRS A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4607: 1,3—Oxathiane LA UL NI N LR p
46.0 8.60 8.80 9.00 9.20 9.40
74.0 m/z 74.00 37.33%
5000
104.0
29.0 ‘ 59.0
\M\ \‘\ ‘ H‘\\ ‘M‘
O'I”'W'”'P"I”"'”'P'”I”'W'”'P'“I”'W'”'P'”I”
m/z--> 20 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\

Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

ﬁ?ggle i 13058-11 LF017MW001-170508
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM050517 .M
Quant Title : 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 6-Azacytosine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.53 ng 89082 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Azacvtosine 112 C3H4N40 000931-85-1 78
2 1-Propvl-4-piperidone 141 C8H15NO 023133-37-1 56
3 2-Cvclopenten-1-one. 2-hvdroxy-3... 112 C6H802 000080-71-7 50
4 Uracil 112 C4H4AN202 000066-22-8 50
5 2-Hydroxymethyl-2-methyl-pyrroli... 143 C7H13NO2 1000189-82-1 43
Abundance Scan 1492 (11.863 min): BM009975.D (-1487) (-) m/z 112.10 100.00%
1191
5000 42.0
84.1 11,60 11.80 12,00 12.20
1552
Ol el 292 L0 TS00 41 06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6035: 6-Azacytosine
112.0
5000
42.0 11.60 11.80 12.00 12.20
69.0 m/z 41.10 15.48%
ol 14.0 1.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
112.0
11.60 11.80 12.00 12.20
5000 42.0 m/z 55.00 15.24%
150 84.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6255: 2-Cyclopenten-1-one, 2-hydroxy-3-methyl-
112.0 11.60 11.80 12.00 12.20
m/z 84.10 11.69%
5000
410 690
oSNNS |8, ) R S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\

Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

ﬁ?ggle i 13058-11 LF017MW001-170508
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM050517 .M
Quant Title : 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 Diethyltoluamide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.05 ng 94585 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 91
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 78
3 Benzoic acid. 4-methvl-. methvl ... 150 C9H1002 000099-75-2 53
4 Benzhvdrazide. 4-methvl-N2-T1l-me... 303 C12H13N703 324021-25-2 50
5 1-Propanone, 2-methyl-1-(2-methy... 162 C11H140 002040-21-3 50
Abundance Scan 2054 (15.168 min): BM009975.D (-2048) (-) m/z 118.95 100.00%
119.0
91.0
5000 190.1
65.0
42.0 14.80 15.00 15.20 15.40
137.1 162.1
O bl Mt e S0l Ta/z 91.00  62.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49804: Diethyltoluamide
119.0
5000 L U R SRR BRI
9L.0 190.0 14.80 15.00 15.20 15.40
65.0 m/z 190.10 36.31%
120 290 440 | | | 146.0162.0 |
miz--> B4 g 8 10 10 o 10 1s0
Abundance
119.0
14.80 15.00 15.20 1540
5000 m/z 65.00 27 .63%
91.0 190.0
65.0
o 42.0 136.0 162.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #23433: Benzoic acid, 4-methyl-, methyl ester
119.0 14.80 15.00 15.20 15.40
m/z 191.10 15.31%
5000 91.0
150.0
65.0
o SR I 135.0 |
L SR LU UL SRS UL UL SRR UARLLE S NN SRR B UL
m/z--> 20 40 60 80 100 120 140 160 180 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\
Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

Sample : 13058-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\8270-BM050517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 4-Methyl-N-(2-oxobutyl)benz... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.46 3.28 ng 198898 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-MethvIl-N-(2-oxobutvI)benzenesu... 241 C11H15N03S 1000192-14-5 78
2 4-Toluenesulfonvimethvlisocvanide 195 C9HINO2S 036635-61-7 64
3 p-Toluenesulfonvlacetonitrile 195 C9HINO2S 005697-44-9 59
4 Pvridine-2-carbonitrile. 3.5.6-t... 375 C13H8CI3N302S 255713-77-0 59
5 Benzene, (phenoxymethyl)- 184 C13H120 000946-80-5 58
Abundance Scan 2274 (16.462 min): BM009975.D (-2269) (-) 91.00 100.00%
.0
200 1o \\/\ML
060 16.20 16.40 16.60 16.80
o} : m/z 155.00 65.27%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82838: 4-Methyl-N-(2-oxobutyl)benzenesulfonamide
91.0 155.0 184.0
5000
57.0 16.20 16.40 16.60 16.80
29.0 m/z 184.00 41.94%
0 \‘ N ‘ ‘ Lill 1190 L \ I 2120 242.0
mz-> 20 45 éo 80 100 120 140 160 180 200 220 240
Abundance
91.0
: LI IUURR BN N R
155.0 16.20 16.40 16.60 16.80
5000 m/z 65.10 39.11%
65.0
0 9.0 1110 B0 195, o
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52953: p-Toluenesulfonylacetonitrile
91.0 16.20 16.40 16.60 16.80
m/z 89.00 15.87%
5000 155.0
65.0
o 3%0 | 111.0130.0 1950
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 16.20 16.40 16.60 16.80

8270-BM050517.M Thu May 11 16:50:24 2017

LFO17MWO001-170508

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\

Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

ﬁ?ggle i 13058-11 LF017MW001-170508
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM050517 .M
Quant Title : 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 unknownl19.27 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.27 10.99 ng 666559 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-tert-Butoxv-2-ethoxvethane 146 C8H1802 051422-54-9 43
2 1.4.7.10.13.16.19-Heptaoxa-2-cvc... 322 C14H2608 083410-52-0 38
3 Butane. 1.1"-Toxvbis(2.1l-ethaned... 218 C12H2603 000112-73-2 37
4 Di-sec-butvl ether 130 C8H180 006863-58-7 35
5 Carbonic acid, bis(l-methylpropy... 174 C9H1803 000623-63-2 35

Abundance Scan 2751 (19.268 min): BM009975.D (-2747) (-) m/z 57.10 100.00%

57.1
5000 103.1

19.00 19.20 19.40 19.60

145.1 175.1 207.0

o 2530 2810 "m/z 45.05 53.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21182: 1-tert-Butoxy-2-ethoxyethane
57.0
5000 L L LR B 7

89.0 19,00 19.20 19.40 19.60
290‘ ' m/z 103.05 48.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

o

Abundance
45.0

19.00 19,20 19.40 19.60
0,
5000 130 103.0 m/z 41.05 32.69%

15.0 147.0

191.0
o 235.0

mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67974: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- A B A S MM
19.00 19.20 19.40 19.60

m/z 101.10 30.83%

5000

29.0

117.0 1440
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\
Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

Sample : 13058-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\8270-BM050517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 1-Tridecene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.05 2.57 ng 205715 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tridecene 182 C13H26 002437-56-1 74
2 Cvclotetradecane 196 C14H28 000295-17-0 64
3 1-Nonadecene 266 C19H38 018435-45-5 64
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 58
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 55

Abundance Scan 3054 (21.050 min): BM009975.D (-3050) (-) m/z 83.10 100.00%
43.1 .
5000
"' 20.80 21.00 21.20 21.40
okl m/z 69.10 93.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #44125: 1-Tridecene
43.0
83.0
5000 LRI SRR SRR BURRULE B
20. 80 21. oo 21. 20 21. 40
m/z 55.05 88.10%
||| gm0 o
0|||ﬁ‘|‘|||‘|“‘|l|”|ll‘uuu‘uluuuu T
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
"' 20.80 21.00 21.20 21.40
5000 97.0 m/z 43.10 86.63%
. 14.0 1390 196.0
m/z--> §o 160 1%0 200 250 300 3%0 460
Abundance #98170: 1-Nonadecene R o o o S
41.0 20.80 21.00 21.20 21.40
m/z 57.05 83.25%
5000
250
oL ‘ 1680 266.0
m/z--> 100 15 2(')0 250 3(')0 3&1;0 4(')0 20. 80 21. oo 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051017\

Data File : BM009975.D

Aca On : 10 May 2017 17:46

Operator : SJ/MA

ﬁ?ggle i 13058-11 LF017MW001-170508
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM050517 .M
Quant Title : 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 unknown22.19 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.19 4.85 ng 388860 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 32
2 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 27
3 Benzoic acid. 3-(4-nitro-1-pvraz... 261 C12H11N304 1000273-84-4 22
4 1.2-Benzenedicarboxvlic acid. di... 390 C24H3804 027554-26-3 22
5 Di-n-octyl phthalate 390 C24H3804 000117-84-0 22
Abundance Scan 3248 (22.191 min): BM009975.D (-3244) (-) m/z 70.10 100.00%
70.1
149.0
5000
112.1 261.1
39“°J J \ 191.0 21.80 22.00 22.20 22.40 22.60
oL 2L Ly 1 02800 | 2952 3419  40LL 571249 00 60.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154172: Bis(2-ethylhexyl) phthalate
149.0
5000 LIRS AU B B
57.0 279.0 21.80 22.00 22.20 22.40 22.60
113.0 m/z 57.10 41.77%
0180 .‘“,‘u ‘ﬂ‘,h, B T T S—-
m/z--> 50 100 150 200 250 300 350 400
Abundance
70.0
21.80 22.00 22,20 22.40 22.60
5000 m/z 261.05 39.56%
112.0
oL 220 152.0 193.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #94811: Benzoic acid, 3-(4-nitro-1-pyrazolylmethyl)-, meth... s e EEERaaaE
149.0 21.80 22.00 22.20 22.40 22.60
244.0 m/z 112.05 34 .32%
89.0
5000
119.0
59.0 ‘
o iHIHlJ |‘L.L‘.“..M. ?-8.“1.0?]:‘}.0.. ——
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM051017\

Data File : BMO09975.D

Acq On : 10 May 2017 17:46

Operator : SJ/MA

3?22'6 i 13058-11 LFO17MW001-170508
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .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]
1,3-Oxathiolane 4.42 258.7 ng 6388620 1 7.77 493891 20.0
unknown4 .90 4.90 7.0 ng 172935 1 7.77 493891 20.0
unknown? .30 7.30 91.7 ng 2264370 1 7.77 493891 20.0
1,3,6-Dioxathiocane 9.02 3.0 ng 73804 1 7.77 493891 20.0
6-Azacytosine 11.86 2.5 ng 89082 2 10.56 703707 20.0
Diethyltoluamide 15.17 2.0 ng 94585 3 14.42 923410 20.0
4-Methyl-N-(2-oxo... 16.46 3.3 ng 198898 4 17.17 1212480 20.0
unknown19 .27 19.27 11.0 ng 666559 4 17.17 1212480 20.0
1-Tridecene 21.05 2.6 ng 205715 5 21.37 1602630 20.0
unknown22.19 22.19 4.8 ng 388860 5 21.37 1602630 20.0

8270-BM050517 .M Thu May 11 16:50:27 2017 Page: 14



