LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM122018\
Data File : BM018346.D
Aca On - 21 Dec 2018 00:48 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : J6347-04 P001-SD002-0006-01
ALS Vial : 17 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM121518 .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 3.781 139 152 158 rBv4 177666 526104 2.77% 0.537%
2 5.134 377 382 385 rBVY 3878441 5659954 29.81% 5.780%
3 5.175 385 389 402 rVB 13530535 18985121 100.00% 19.388%
4 6.604 622 632 642 rVB2 1370379 2454627 12.93% 2.507%
5 6.710 642 650 662 rBY 3903750 6515053 34.32% 6.653%
6 7.034 698 705 713 rBVY 3963214 6160306 32.45% 6.291%
7 7.134 713 722 728 rVB 446707 671067 3.53% 0.685%
8 7.487 777 782 786 rBV 644550 1038100 5.47% 1.060%
9 7.522 786 788 794 rVB 264768 311699 1.64% 0.318%
10 7.592 794 800 807 rBV3 128458 279436 1.47% 0.285%

11 7.798 829 835 848 rvB 2691993 4279140 22.54% 4_370%
12 8.110 882 888 893 rBv3 115985 205329 1.08% 0.210%
13 8.281 911 917 923 rBv4 118811 241874 1.27% 0.247%
14 8.651 972 980 995 rVB 2219485 3673169 19.35% 3.751%
15 9.010 1036 1041 1050 rvB 1202352 1799633 9.48% 1.838%

16 10.251 1241 1252 1257 rBV 828782 1423092 7.50% 1.453%
17 10.304 1257 1261 1267 rVB 237812 422976 2.23% 0.432%
18 11.498 1458 1464 1471 rVB 596752 917155 4._.83% 0.937%
19 11.927 1532 1537 1542 rVB 223437 336082 1.77% 0.343%
20 12.151 1560 1575 1584 rBV4 145536 475122 2.50% 0.485%

21 12.757 1671 1678 1689 rVB 4736725 6908605 36.39% 7.055%
22 13.463 1792 1798 1802 rBV2 150974 280986 1.48% 0.287%
23 13.539 1802 1811 1817 rVB2 351868 677388 3.57% 0.692%
24 13.616 1817 1824 1830 rBV2 338345 560070 2.95% 0.572%
25 14.045 1890 1897 1901 rBV3 101742 200464 1.06% 0.205%

26 14.145 1908 1914 1921 rVB2 1154448 1771905 9.33% 1.810%
27 15.116 2074 2079 2084 rVB2 166200 248083 1.31% 0.253%
28 15.663 2166 2172 2178 rVB 3532810 4945749 26.05% 5.051%
29 15.898 2206 2212 2218 rVB2 189268 353165 1.86% 0.361%
30 16.368 2289 2292 2298 rBV2 250303 331256 1.74% 0.338%

31 16.915 2380 2385 2389 rVB 1287076 1685940 8.88% 1.722%
32 16.980 2389 2396 2400 rBV2 652508 897858 4.73% 0.917%
33 17.098 2411 2416 2424 rBV 1314665 1926370 10.15% 1.967%
34 17.292 2445 2449 2460 rVB 493646 821219 4_.33% 0.839%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM122018\
Data File : BM018346.D
Aca On - 21 Dec 2018 00:48 Instrument :
Operator : JU/SJ EFAﬁg el

- _ lentosampleld :
a?zgle : J6347-04 P001-SD002-0006-01
ALS Vial : 17 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 :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.833 2537 2541 2548 rVB3 347066 530995 2.80% 0.542%

36 18.004 2566 2570 2574 rVB 465565 595598 3.14% 0.608%
37 19.133 2758 2762 2767 rBV3 381133 556957 2.93% 0.569%
38 19.392 2802 2806 2814 rBV 688500 1006622 5.30% 1.028%
39 19.568 2831 2836 2844 rBV 5577163 7080247 37.29% 7.231%
40 19.709 2857 2860 2863 rVB3 285785 310009 1.63% 0.317%

41 19.845 2880 2883 2888 rBV2 780895 1020572 5.38% 1.042%
42 20.133 2928 2932 2936 rVB 918045 1077694 5.68% 1.101%
43 20.186 2938 2941 2944 rVV3 269482 314115 1.65% 0.321%
44 20.598 3008 3011 3015 rVB 513137 573643 3.02% 0.586%
45 20.856 3051 3055 3062 rVB2 752954 1221546 6.43% 1.247%

46 21.139 3099 3103 3105 rBV 1341356 2002459 10.55% 2.045%
47 22.644 3355 3359 3363 rVB 1226078 1664288 8.77% 1.700%
48 23.303 3466 3471 3480 rVB2 1035603 1981201 10.44% 2.023%

Sum of corrected areas: 97920043

8270-BM121518_.M Fri Dec 21 16:19:58 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

ﬁ?gg le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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: BM018346.D
517
1.2e+07
1le+07
8000000
6000000
4000000 513 6.71 7.03

7.80
8.65
2000000 J % z j\ 9,01 10.25 11.50
13 ; -
o 3.78 | J\ jé%g 8.13.28 J[ 18.30 A

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018346.D

1.2e+07

1e+07

8000000

19.57
6000000
12.76

4000000

0

2000000 16.92.1

L s 15.90 16.37

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018346.D

1.2e+07

le+07
8000000
6000000
4000000 22 64

21.14 23.30
0.86

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Butanoic acid Concentration Rank 13

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

3.78 10.14 ng 526104 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 72
2 Hexanoic acid 116 C6H1202 000142-62-1 38
3 Pentanoic acid 102 C5H1002 000109-52-4 38
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 38
5 1,3,5-Cycloheptatriene 92 C7HS8 000544-25-2 11

Abundance Scan 152 (3.781 min): BM018346.D (-139) (-) m/z 60.00 100.00%
6d.0
91.0
5000
39.0
||||| 2070 340 3.60 3.80 4.00 4.20
0 ”.,.”:q.” e B S e o ST e S m/z 91.05 58.20%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #1989: Butanoic acid
6d.0
5000 UL NN
3.40 3.60 3.80 4.00 4.20
41.0 ‘ m/z 73.10 44 .66%
18.0 88.0
0"""T'J'JI|"“' LA S DAL S NI I BRI S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7850: Hexanoic acid
6d.0
3.40 3.60 3.80 4.00 4.20
5000 m/z 92.10 30.44Y%
270
L Lo
0 |Um“|‘|115?||||
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #4157: Pentanoic acid A e R e
60.0 3.40 3.60 3.80 4.00 4.20

m/z 39.00 22 .42%
5000

41.0
15.0 || \‘H\ | 87.0103.0

m/z--> 20 40 60 80 100 120 140 160 180 200 340 3.60 380 4.00 4.20

o

8270-BM121518_.M Fri Dec 21 16:19:59 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknown7.03 Concentration Rank 1

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

7.03 118.68 ng 6160310 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 704 (7.028 min): BM018346.D (-698) (-) m/z 132.00 100.00%
132.0
5000 68.0
01 s0 || T oho 5k 7ho 750 740
o OO NSO 1 I .- R R | N m/z 68.05 48.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 T
6.60 6.80 7.00 7.20 7.40
70.0 m/z 66.10 33.16%
310 440
0 L L 86.0 116.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69,0 - 650 680 700 720 740
5000 ' m/z 134.00 31.94%
31.0 51.0
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- F
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.05 21.26%
5000
150 280 390 520 830 770 900 1040 .., |
m/z--> 10 20 §0 Jo 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Benzene, 1,2,3-trimethyl- Concentration Rank 7

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

7.13 12.93 ng 671067 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 721 (7.128 min): BM018346.D (-713) (- m/z 105.10 100.00%
106.
5000 120.1
300 511 es0 10 911 6.80 7.00 7.20 7.40
O e e ettt ettt et e | mZz 120,10 38.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9113: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0 LA L LU

6.80 7.00 7.20 7.40
m/z 77.05 14.41%

o 390 510 g5 /70 910

27.
P I X N I Y L | )
R LAt e o o o oy e e R R R R m s )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105.0
120.0 6.80 7.00 7.20 7.40
5000 m/z 91.10 10.42%
270 390 510 g0 (70 910 |
O e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9125: Benzene, 1,2,4-trimethyl-
105.0 6.80 7.00 7.20 7.40
m/z 119.10 9.87%
120.0
5000
39.0 77.0
15.0 27.0 ‘ 51.0 g5 ‘ 91.0
o O S NS SRR I TR AT | oD
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknownl16.98 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.98 10.65 ng 897858 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isolonaifolene. 4.5.9.10-dehydro- 200 C15H20 156747-45-4 46
2 3-Ethvl-1.2.3.4-tetrahvdro-.acamm... 200 C13H16N2 006208-42-0 30
3 2-Acetvl-6-methoxvnaphthalene 200 C13H1202 003900-45-6 22
4 2.2-Dimethvl-4-oxo-1-p-tolvl-cvc... 227 C15H17NO 1000185-85-8 22
5 Quinoline, 7-butyl- 185 C13H15N 007661-52-1 18
Abundance Scan 2396 (16.980 min): BM018346.D (-2389) (-) m/z 143.10 100.00%
148.1
185.1
5000
43.1
115.0 16.60 16.80 17.00 17.20
91.0
0 N T~ sorvutt W N 30203260/ p/z 185.10  65.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #56316: Isolonglfolene 4,5,9,10-dehydro-

5000
16.60 16.80 17.00 17.20

m/z 157.10 62.81%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #56226: 3-Ethyl-1,2,3,4-tetrahydro-.gamma.-carboline
148.0
16.60 16.80 17.00 17.20
5000 m/z 200.05 27 .03%
200.0
ol 420 770 150 | 1690 “
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #56182: 2-Acetyl-6-methoxynaphthalene REanEEEEEE L EaEE eSS
185.0 16.60 16.80 17.00 17.20
m/z 270.30 26 .50%
5000 157.0
114.0
430 g ‘
o S Y e e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknownl7.10 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.10 22.85 ng 1926370 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(6-Methvl-3-pvridv)-1-phenvl-_.. 327 C22H21N3 010040-74-1 22
2 4H-1-Benzopvran-4-one. 5.6.7-tri... 342 C19H1806 001168-42-9 12
3 Phosphine oxide. bis(pentamethvl... 342 C22H310P 122085-61-4 10
4 1"H-Androst-16-enol17.16-alindol... 405 C27H35N02 056196-20-4 10
5 3-(p-Ethoxyphenyl)-5-(0-tolyloxy. .. 327 C19H21NO4 005256-08-6 10
Abundance Scan 2416 (17.098 min): BM018346.D (-2411) (-) m/z 327.05 100.00%
327.1
155.9 405.1
5000
e 550 17100 1720 1740
0 : m/z 405.10 61.00%
miz--> 50 100 150 200 250 300 350 400
Abundance #131383: 3-(6-Methyl-3-pyridyl)-1-phenyl-5-(p-tolyl)-2-pyr...
327.0
5000 91.0 R SULLIR UL SRS
16.80 17.00 17.20 17.40
236.0 m/z 155.95 56.03%
51.0, | | ,, 15501940 | 2820
miz--> 50 100 150 200 250 300 350 400
Abundance #137950: 4H-1-Benzopyran-4-one, 5,6,7-trimethoxy-2-(4-meth...
327.0
16.80 17.00 17.20 17.40
5000 m/z 328.10 31.65%
167.0 284.0
280 690 1320°%"° o090 2520”7 ) |
miz--> 50 100 150 200 250 300 350 400
Abundance #138147: Phosphine oxide, bis(pentamethylphenyl)- T
327.0 16.80 17.00 17.20 17.40
m/z 253.00 29.25%
5000
oL 410 910 1470 1980 2490 2040 |
mz-> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 11 unknownl7.29 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.29 9.74 ng 821219 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(2.4-Dimethviphenvl)-3-(tetrah... 218 C15H220 1000215-25-2 47
2 Benzene. 1l-methvl-4-(1.2.2-trime... 202 C15H22 016982-00-6 40
3 Ethane-1.2-dione. 1.2-di(1.2.3.4... 320 C20H20N202 165399-84-8 38
4 Benzene. 4-ethenvl-1.2-dimethvl- 132 C10H12 027831-13-6 38
5 Cyclopentanone, 3,3,4-trimethyl-_._._. 216 C15H200 056077-23-7 37
Abundance Scan 2449 (17.292 min): BM018346.D (-2445) (-) m/z 132.10 100.00%
13.1
5000
. 242.2
55.1 : 17.00 17.20 17.40 17.60
71.1
o Arlooa0 | 2722  s27l 4051 u757119.10  29.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68202: 1-(2,4-Dimethylphenyl)-3-(tetrahydrofuryl-2)propane
132.0
5000 L B BN IS B
17.00 17.20 17.40 17.60
m/z 95.10 20.58%
430 910 218.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #57457: Benzene, 1-methyl-4-(1,2,2-trimethylcyclopentyl)-,...
132.0
17.00 17.20 17.40 17.60
5000 m/z 117.10 15.49%
a0 910 { 202.0
. 1720,
m/z--> 50 100 150 200 250 300 350 400
Abundance #128100: Ethane-1,2-dione, 1,2-di(1,2,3,4-tetrahydro-2-iso... R EEaE B E
132.0 17.00 17.20 17.40 17.60
m/z 133.10 14 _.39%
- mMNNAIWJ\%»VJ\waNﬁHpANWWMV
320.0
oL 39.0 77.0 al | |162.0 203.0235.0265.0
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.83 6.30 ng 530995 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Heptadecanoic acid 270 C17H3402 000506-12-7 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 56
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49
Abundance Scan 2540 (17.827 min): BM018346.D (-2537) (-) m/z 73.05 100.00%
73.0
411
5000
129.1
213.2 R S L L I
or.1 157.1 185.1 2563 2040 17.60 17.80 18.00 18.20
o} : ; m/z 60.00 79.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92228: n-Hexadecanoic acid
430 730
5000 256.0 R S SR BB B

17.60 17.80 18.00 18.20
m/z 55.10 70.86%

213.0
157.0 185.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100678: Heptadecanoic acid
43.0 730
R R REEEEEEEEE
17.60 17.80 18.00 18.20
m/z 41.10 69.40%
5000 270.0
970 129.0
: 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65562: Tridecanoic acid  Rm e R
43.0 73.0 17.60 17.80 18.00 18.20
' m/z 43.10 67.02%
o \J\WAJ\\/V\M/W
129.0
214.0
| sl I
0 HHMLmuzﬂWLNLHW.HWH.WHH,L”P.”P”..“..”w”.w”. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 60 17. 80 18. 00 18 20

8270-BM121518_.M Fri Dec 21 16:20:02 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_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 13 unknownl18.00 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.00 7.07 ng 595598 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methoxvbenzovlformic acid. TMS 252 C12H1604Si 1000071-87-1 43
2 7-Octvlidenebicvclol4.1.0lheptane 206 C15H26 082253-11-0 35
3 p-Methoxvbenzoic acid. 3.5-diflu... 264 C14H10F203 1000292-64-7 35
4 Chloroacetic acid. 2-(l-adamantyv... 256 C14H21Cl102 1000282-92-9 35
5 4-Bromobutanoic acid, l-adamanty... 314 C15H23Br02 1000282-75-3 35
Abundance Scan 2569 (17.998 min): BM018346.D (-2566) (-) m/z 135.10 100.00%
135.1
5000 197.1
73.0 A
570 2510, 32?'0 g1, 4174 4792 | 17.60 17.80 18.00 18.20 18.40
o370 b e 2871 L STL2 S L m/z 197.10 43.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89302: 2-Methoxybenzoylformic acid, TMS
135.0
5000
73.0 17.60 17.80 18.00 18.20 18.40
m/z 73.05 26.58%
0"'f“"*lﬂ"ﬁ"L'l"'w""l""w"'l""l'”'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60309: 7-Octylidenebicyclo[4.1.0]heptane
135.0
93.0 LRI BASRLN SRR N
17.60 17.80 18.00 18.20 18.40
5000 m/z 329.00 13.56%
41.0
0 'Hh'“LiJ”“????"|""|'”'|""|""|'”'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96605: p-Methoxybenzoic acid, 3,5-difluorophenyl ester e e Rt
135.0 17.60 17.80 18.00 18.20 18.40
m/z 136.10 12.63%
5000
oL, 380 ‘77"0‘ C 264.0
m/z--> 50 100 150 200 250 300 350 400 450 17,60 17.80 18.00 18.20 18.40

8270-BM121518_.M Fri Dec 21 16:20:03 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 1,1°-Biphenyl, 2,3,3",4",6-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.13 5.56 ng 556957 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3.3".4".6-penta... 324 C12H5CI5 038380-03-9 99
2 1.17-Biphenvl., 2.2".4.4" .5-penta... 324 C12H5CI5 038380-01-7 99
3 1.1°-Biphenvl., 2.2" .4.5.5"-penta... 324 C12H5CI5 037680-73-2 99
4 1.1"-Biphenvl. 2.3.3".4.4"-penta... 324 C12H5CI5 032598-14-4 99
5 1,1"-Biphenyl, 2,2",4,4% ,6-Penta... 324 C12H5CI5 039485-83-1 99
Abundance Scan 2762 (19.133 min): BM018346.D (-2758) (-) m/z 325.90 100.00%
256.0 32%.9
5000
73.0 109.1 290.9
43.1 356.3 18.80 19.00 19.20 19.40
o fopitp il 2 m/z 256.00 94 .06%
m/z--> 50 100 150 200 250 300 350
Abundance #129488: 1,1'-Biphenyl, 2,3,3',4',6-pentachloro-
326.0
254.0
5000
127.0 184.0 18.80 19.00 19.20 19.40
0
74.0 219.0 m/z 254 .00 92 .89%
o —
m/z--> 50 100 150 200 250 300 350
Abundance #129505: 1,1'-Biphenyl, 2,2',4,4',5-pentachloro-
326.0
18.80 19.00 19.20 19.40
5000 m/z 323.90 62 .86%
254.0
44.0
127.0 184.0
O—vJM“.A‘i‘“'. + .9%?, } .‘H. .'&‘L,58.“0. .l“. ,2.1'82‘.0. — L .2.99'(,) e
m/z--> 50 100 150 200 250 300 350
Abundance #129509: 1,1'-Biphenyl, 2,2',4,5,5-pentachloro-
326.0 18.80 19.00 19.20 19.40
254.0 m/z 327.90 58.40%
5000
184.0
127.0
92.0 ‘ 219.0 \ 291.0
oL, 36.0 63.0 ;‘37,19, A M H\ |
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

8270-BM121518_.M Fri Dec 21 16:20:03 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM122018\
Data File : BM018346.D

Aca On : 21 Dec 2018 00:48

Operator : JU/SJ

Sample : J6347-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 15 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.39 10.05 ng 1006620 Chrysene-d12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 As-Indacen-1(2H)-one. 3.6.7.8-te... 228 C16H200 055591-18-9 64
3 Diphenolic acid 286 C17H1804 000126-00-1 59
4 TrimethvlI5-(trimethvisilv)-2-t_.. 228 C10H20SSi2 017906-71-7 53
5 2,2"-Bis(p-acetoxyphenyl)propane 312 C19H2004 010192-62-8 50

Abundance Scan 2806 (19.392 min): BM018346.D (-2802) (-) m/z 213.10 100.00%
218.1
5000
1 1190
1571 412 19.00 19.20 19.40 19.60 19.80
ol S L. 2llagsy | P42 205132593%1 | 1771900 19.21%
m/z--> 50 100 150 200 250 300 350
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 LA B L L L L L L L
19. OO 19. 20 19. 40 19 60 19. 80
119.0 m/z 228.10 15.38%
0 5:I'OI L ||| - }6?'0
L B e e S e e T e L B NLANLANS e o e e o o s
m/z--> 50 100 150 200 250 300 350
Abundance #75230: As-Indacen-1(2H)-one, 3,6,7,8-tetrahydro-3,3,6,6-t...
2138.0
19.00 19.20 19.40 19.60 19.80
5000 m/z 214.05 14 .87%
15043071099012801710
o | “JIIHLJAIJLIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350
Abundance #109867: Diphenolic acid
213.0 19.00 19.20 19.40 19.60 19.80
m/z 91.10 14 .33%
119.0 286.0
27.0 55.0 %0“1mmwn ‘ ‘
i I o IR S o o e s o o s o o e R N R A REEREEE
m/z--> 50 100 150 200 250 300 350 19. 00 19. 20 19. 40 19 60 19. 80

8270-BM121518_.M Fri Dec 21 16:20:04 2018

P001-SD002-0006-01

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 1,1°-Biphenyl, 2,27,3,4,4%,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.84 10.19 ng 1020570 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4.4".5"-he... 358 C12H4CIl6 035065-28-2 98
2 1.1°-Biphenvl. 2.27.3.4.5.5"-hex... 358 C12H4CIl6 052712-04-6 98
3 1.1°-Biphenvl. 2.3.37.4.4" .5-hex... 358 C12H4CIl6 038380-08-4 98
4 1.1"-Biphenvl. 2.3".4.4".5.5"-he... 358 C12H4CI6 052663-72-6 97
5 1,1"-Biphenyl, 3,3",4,47,5,5"-he... 358 C12H4CI6 032774-16-6 95
Abundance Scan 2882 (19.839 min): BM018346.D (-2880) (-) m/z 289.90 100.00%
289.9 359.9
218.0
5000 109.1 145.0
731 324.9
41.1 253.0 415.1 19.60 19.80 20.00 20.20
0 el el m/z 359.90 88.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143905: 1,1'-Biphenyl, 2,2',3,4,4',5'-hexachloro-
0 290.0 360.0
5000 218.0
4250 19.60 19.80 20.00 20.20
253.0 M- m/z 287.90 80.57%
0 II'"Illl"'ulll""l"'lII
m/z--> 50 100 150 200 250 300 350 400
Abundance #143887: 1,1-Biphenyl, 2,2',3,4,5,5"-hexachloro-
360.0
145.0 290.0 19.60 19.80 20.00 20.20
5000 : m/z 361.85 70.22%

m/z--> 50 100 150 200 250 300 350 400

Abundance #143889: 1,1'-Biphenyl, 2,3,3',4,4',5-hexachloro-

360.0 19.60 19.80 20.00 20.20

m/z 218.00 52.23%
5000 1450 =
109.0 218.0
360 740 ‘ | 180.0 ‘ 253.0 ‘
o MR O TS S S o nnd N n T
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20

8270-BM121518_.M Fri Dec 21 16:20:04 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 1,1"-Biphenyl, 3,3%,4,4",5,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.13 10.76 ng 1077690 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 3.3".4.4".5.5"-he... 358 C12H4CI6 032774-16-6 99
2 1.17-Biphenvl., 2.3.3".4.47 .5-hex... 358 C12H4CI6 038380-08-4 99
3 1.1°-Biphenvl., 2.27.4.47 .6.6"-he. .. 358 C12H4CI6 033979-03-2 98
4 1.1"-Biphenvl. 2.27.3.3".5.6"-he... 358 C12H4CI6 052744-13-5 96
5 1,1"-Biphenyl, 2,2",3,4,47 ,5"-he... 358 C12H4CI6 035065-28-2 96

Abundance Scan 2932 (20.133 min): BM018346.D (-2928) (-) m/z 359.90 100.00%

289.9 359.9

5000
324.9 19.80 20.00 20.20 20.40
37.0 - - : ;
o! el M 4030 m/z 289.85 84.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360.0
5000 290.0
145.0 19.80 20.00 20.20 20.40
m/z 361.85 81.47%
o 37.0 | 324.0
- I T T 1T I T 1T I T
m/z--> 50 100 150 200 250 300 350 400
Abundance #143889: 1,1'-Biphenyl, 2,3,3',4,4',5-hexachloro-
360.0
145.0 290.0 19.80 20.00 20.20 20.40
5000 : m/z 287.90 65.54%
109.0 218.0
360 740 l | 180.0 253.0 ‘
ol bt b b W
m/z--> 50 100 150 200 250 300 350 400
Abundance #143903: 1,1-Biphenyl, 2,2',4,4',6,6'-hexachloro-
360.0 19.80 20.00 20.20 20.40
m/z 357.85 49 _86%
5000

m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40

8270-BM121518_.M Fri Dec 21 16:20:05 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 2,27,3,37,4,57,6-Heptachlor... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

20.60 5.73 ng 573643 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.27.3.37.4.5".6-Heptachlorobiph... 392 C12H3CI17 040186-70-7 99
2 1.1°-Biphenvl, 2.27.3.3".5.57.6-... 392 C12H3CI17 052663-67-9 99
3 1.1°-Biphenvl., 2.27.3.4.47.5.6"-._. 392 C12H3CI17 060145-23-5 99
4 1.1"-Biphenvl. 2.3.37.4.5.5".6-h... 392 C12H3CI7 074472-51-8 99
5 1,1"-Biphenyl, 2,2",3,4,47,5",6-... 392 C12H3CI7 052663-69-1 96

Abundance Scan 3011 (20.598 min): BM018346.D (-3008) (- m/z 393.85 100.00%

328.9 398.9

5000

20.20 20.40 20.60 20.80 21.00

(o} m/z 395.80 97.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154421: 2,2',3,3',4,5',6-Heptachlorobipheny!
394.0
5000
524.0 20.20 20.40 20.60 20.80 21.00
252.0 359.0 m/z 323.90 96.91%
o 217.0 | 289.0
e B e B e L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154439: 1,1-Biphenyl, 2,2',3,3',5,5',6-heptachloro-
396.0
20.20 20.40 20.60 20.80 21.00
m/z 325.90 62.12%
5000 324.0359.0
1620 252.0
730 1260 l 1980 7
/s ' S S NN S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154427: 1,1'-Biphenyl, 2,2',3,4,4',5,6'-Heptachloro- e e
324.0 394.0 20.20 20.40 20.60 20.80 21.00
162.0 m/z 321.90 57.96%

5000

m/z--> 50 100 150 200 250 300 350 400 450 20.20 20.40 20.60 20.80 21.00

8270-BM121518_.M Fri Dec 21 16:20:05 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM122018\
Data File : BM018346.D

Aca On : 21 Dec 2018 00:48

Operator : JU/SJ

Sample : J6347-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 9-Tricosene, (2)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.86 12.20 ng 1221550 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 53
2 4-Methvl-Z-4-docosene 322 C23H46 1000131-17-0 38
3 2-Methvl-2-docosene 322 C23H46 1000131-16-9 38
4 5-Methvl-Z-5-docosene 322 C23H46 1000131-17-1 25
5 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 25
Abundance Scan 3056 (20.862 min): BM018346.D (-3051) (-) m/z 323.90 100.00%
5000
20.60 20.80 21.00 21.20
o 201 400 "m/z 393.80 85.22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129065: 9-Tricosene, (2)-
580 97.0
5000
20.60 20.80 21.00 21.20
0
5.0 3220 m/z 395.90 78 .85%
0 | 182.0 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129067: 4-Methyl-Z-4-docosene
20 670
20.60 20.80 21.00 21.20
5000 322.0 m/z 83.10 63.92%
oLk | 190 161020002780
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129066: 2-Methyl-2-docosene L T e
69.0 20.60 20.80 21.00 21.20
m/z 325.90 60.00%
5000
11.0 322.0
0 ‘ | l ) 153.0 194.0 266.0 |
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20

8270-BM121518_.M Fri Dec 21 16:20:06 2018

P001-SD002-0006-01

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018346.D

Aca On - 21 Dec 2018 00:48

Operator : JU/SJ

3?22 le J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22 .64 16.80 ng 1664290 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Nonacosane 408 C29H60 000630-03-5 87

Abundance Scan 3358 (22.639 min): BM018346.D (-3355) (-) m/z 57.10 100.00%

57.

5000

9.1 .
22.40 22.60 22.80 23.00
0 411 207.1 7531 2952 343.2 387.3  450.3489.2
SN |

m/z 71.10 93.26%
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99485: Octadecane, 2-methyl-

N
W
Q

5000 RN s e
22. 40 22 60 22. 80 2300

m/z 85.10 66 .24%

a
o

O A L e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane

g

22.40 22.60 22.80 23.00
m/z 43.10 61.75%

5000

141.0183.0 225.0

296.0

Ii's

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\
Data File : BM018346.D
Acq On : 21 Dec 2018 00:48 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le - J6347-04 P001-SD002-0006-01
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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]
Butanoic acid 3.78 10.1 ng 526104 1 7.49 1038100 20.0
unknown7 .03 7.03 118.7 ng 6160310 1 7.49 1038100 20.0
Benzene, 1,2,3-tr... 7.13 12.9 ng 671067 1 7.49 1038100 20.0
unknownl16 .98 16.98 10.7 ng 897858 4 16.92 1685940 20.0
unknownl17.10 17.10 22.9 ng 1926370 4 16.92 1685940 20.0
unknownl17.29 17.29 9.7 ng 821219 4 16.92 1685940 20.0
n-Hexadecanoic acid 17.83 6.3 ng 530995 4 16.92 1685940 20.0
unknown18.00 18.00 7.1 ng 595598 4 16.92 1685940 20.0
1,1*-Biphenyl, 2,_... 19.13 5.6 ng 556957 5 21.13 2002460 20.0
Phenol, 4,4"-(1-m... 19.39 10.1 ng 1006620 5 21.13 2002460 20.0
1,1*-Biphenyl, 2,... 19.84 10.2 ng 1020570 5 21.13 2002460 20.0
1,1*-Biphenyl, 3,... 20.13 10.8 ng 1077690 5 21.13 2002460 20.0
2,2,3,3,4,5",6-... 20.60 5.7 ng 573643 5 21.13 2002460 20.0
9-Tricosene, (2)- 20.86 12.2 ng 1221550 5 21.13 2002460 20.0
Octadecane, 2-met... 22.64 16.8 ng 1664290 6 23.30 1981200 20.0
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