LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM121918\
Data File : BM0O18318.D
Aca On - 20 Dec 2018 04:14 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : J6378-24 P001-SS002-1218-01
ALS Vial : 19 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 4.681 300 305 311 rBV 109799 146473 2.77% 0.329%
2 5.122 373 380 397 rBVY 2858303 3985381 75.24% 8.951%
3 6.692 639 647 662 rBY 2615362 4348435 82.09% 9.767%
4 7.028 696 704 718 rBVY 2887289 4390798 82.89% 9.862%
5 7.481 775 781 789 rBV 504738 766642 14.47% 1.722%
6 7.798 827 835 844 rBVY 2131575 3344584 63.14% 7.512%
7 8.645 971 979 991 rBVY 1519416 2602889 49.14% 5.846%
8 10.251 1244 1252 1262 rBV 502104 897335 16.94% 2.015%
9 12.751 1669 1677 1687 rBV 2895979 4335703 81.85% 9.738%
10 12.921 1702 1706 1713 rBvV3 37068 64791 1.22% 0.146%

11 13.615 1819 1824 1832 rBV 111905 184098 3.48% 0.413%
12 14.145 1905 1914 1922 rBV2 617923 999971 18.88% 2.246%
13 15.651 2164 2170 2183 rBV 2400383 3418893 64.54% 7.679%
14 16.904 2377 2383 2389 rBvV2 719098 1096022 20.69% 2.462%
15 16.951 2389 2391 2396 rVB3 50477 65505 1.24% 0.147%

16 17.821 2534 2539 2548 rBV 365963 509869 9.63% 1.145%
17 18.839 2709 2712 2716 rBV3 47759 59471 1.12% 0.134%
18 18.986 2731 2737 2740 rBV2 65947 115771 2.19% 0.260%
19 19.121 2755 2760 2770 rBv4 215505 398978 7.53% 0.896%
20 19.345 2794 2798 2802 rBV 52163 75511 1.43% 0.170%

21 19.386 2802 2805 2810 rBV 60901 77535 1.46% 0.174%
22 19.562 2829 2835 2842 rBV 4526826 5296940 100.00% 11.897%
23 19.697 2854 2858 2862 rVB3 109966 131196 2.48% 0.295%
24 19.744 2863 2866 2873 rVB9 41699 74241 1.40% 0.167%
25 19.839 2878 2882 2887 rBV 276351 362990 6.85% 0.815%

26 20.044 2914 2917 2922 rVB7 43301 62933 1.19% 0.141%
27 20.127 2926 2931 2934 rVV 314004 386352 7.29% 0.868%
28 20.174 2936 2939 2943 rBV6 71727 88564 1.67% 0.199%
29 20.280 2952 2957 2962 rVB4 151606 241435 4._.56% 0.542%
30 20.380 2970 2974 2977 rBV5 59391 78294 1.48% 0.176%

31 20.444 2978 2985 2990 rVV2 192544 368039 6.95% 0.827%
32 20.592 3006 3010 3016 rBV2 182725 222933 4.21% 0.501%
33 20.650 3017 3020 3024 rBvV4 86624 96471 1.82% 0.217%
34 20.850 3050 3054 3060 rvB2 324113 486417 9.18% 1.093%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

3?22'6 i J6378-24 P001-55002-1218-01
ALS Vial : 19 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 20.915 3062 3065 3070 rVB6 112607 134820 2.55% 0.303%

36 21.127 3096 3101 3111 rBV 1194006 1967730 37.15% 4.420%

37 21.286 3126 3128 3132 rBV2 73643 82085 1.55% 0.184%
38 21.456 3154 3157 3162 rBV6 158450 203847 3.85% 0.458%
39 21.709 3198 3200 3202 rBV 88043 83651 1.58% 0.188%

40 22.156 3272 3276 3282 rVB2 342288 410668 7.75% 0.922%
41 22.633 3354 3357 3362 rBV2 163234 245361 4.63% 0.551%
42 23.285 3462 3468 3481 rVB 855115 1612352 30.44% 3.621%

Sum of corrected areas: 44521974
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

ﬁ?ggle i J6378-24 P001-55002-1218-01
ALS Vial : 19 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: BM018318.D

4000000

3000000 5.12 7.03
6.69

7.80
2000000

1000000
7.48 10.25

4.68

| N | Y M| | D S |

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018318.D

T T
10.00 10.50 11.00 11.50

19.56

4000000

3000000 12.75
15.65

2000000
1000000

14.14 16.90

17.82

12.92 13/.\62 16.95

L T T = = T L R e S e

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: BM018318.D

4000000

3000000

2000000

21.13

23.29
1000000

e

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\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

ﬁ?ggle i J6378-24 P001-55002-1218-01
ALS Vial : 19 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.68 3.82 ng 146473 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 t-Butvl ethvl ether 102 C6H140 1000118-18-4 12
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12

Abundance Scan 305 (4.681 min): BM018318.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 I L G
| | 83.0 4.40 4.60 4.80 5.00
oS | m/z 59.10 72.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U I A L R
4.40 4.60 4.80 5.00
59.0 m/z 101.10 29.23%
270 || 1o 830 1010
o A AR AN SRS AAARR NRARARARS RS RARSS LARAN AARAS SAARSSARSERARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
440 460 480 500
0,
5000 1010 m/z 58.00 17.70%
28.0 59.0
84.0
.”ﬁEQPJm.nqhuwuhm”.jﬁ?,ﬂnp.”“”.P”w.”w”.w””,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e e  ERRAR
59.0 4.40 4.60 4.80 5.00
m/z 41.10 11.55%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

ﬁ?ggle i J6378-24 P001-55002-1218-01
ALS Vial : 19 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 2 unknown7.03 Concentration Rank 1

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

7.03 114.55 ng 4390800 1,4-Dichlorobenzene-d4 7.48
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): BM018318.D (-696) (-) m/z 132.00 100.00%
13R.0
5000 68.1
01 %0 550 8B Th0 150 140
0 o0 282 Tm/z 68,10  46.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 AR LRI BN IR
6.60 6.80 7.00 7.20 7.40
70.0 m/z 134.00 32.34%
310 510
o : 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
60 650 680 700 720 740
5000 m/z 66.10 31.23%
31.0 510
0 ‘ [, | H Il ‘ ‘ 1
L I SR UL SIS I UL BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- R ERmE REmmE A
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 20.23%
5000
15.0 3%0 1l 639 79'0 I 10‘\1.0 ‘
m/z--> 2'0 40 60 80 100 120 140 160 180 200 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\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

ﬁ?ggle i J6378-24 P001-55002-1218-01
ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.82 9.30 ng 509869 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 25
Abundance Scan 2539 (17.821 min): BM018318.D (-2534) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1
97.0 213.1 e e e
L | V“ 157.1 1851 256.2 17.60 17.80 18.00 18.20
(o] m/z 60.00 78.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 LR SULRALE UL UL R
17. 60 17. 80 18. oo 18. 20
97.0 m/z 43.10 69.36%
157.0 185.0
oL Ml
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
43.0 "' 17,60 17.80 18.00 18.20
m/ 55.05 63.13Y%
5000 129.0 z 0
185.0 228.0
97.0
L wsp |
Ol I\I‘I\”ulullu‘ \‘ HI\II\I\‘I |“|‘|||‘||||||‘|‘|| ||||‘|||| ||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid e AR R S
43.0 73.0 17.60 17.80 18.00 18.20
m/z 41.10 62.71%
5000 129.0
"
OI H\ H‘M‘H‘ IMMH\ M‘\ .....|..E-.8O.O...........|....|.. M AR it it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18. oo 18. 20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BM121918\

BMO18318.D

20 Dec 2018 04:14
Ju/sJ

J6378-24

19 Sample Multiplier: 1

= C:\DATABASE\NISTO2

-L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,1"-(1,3-butadiyn...

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.99 2.11 ng 115771 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C1l6H10 000886-66-8 86
2 Fluoranthene 202 C16H10 000206-44-0 58
3 Pvrene 202 C16H10 000129-00-0 58
4 2H-I1soindole-2-acetic acid. 1.3-... 247 C13H13NO4 019506-85-5 47
5 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 45

Abundance Scan 2738 (18.992 min): BM018318.D (-2731) (-) m/z 202.00 100.00%
20%.0 ﬂ
5000
10.1 282.0 341.2 18.60 18.80 19.00 19.20 19.40
o TRU NS - h il m/z 55.00 32.99%
m/z--> 50 100 150 200 250 300 350
Abundance #57477: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0
5000 LN SR B
18.60 18.80 19.00 19.20 19.40
m/z 41.00 24 .82%
m/z--> 50 100 150 200 250 300 350
Abundance #57473: Fluoranthene
202.0
18:60 18.80 19.00 19.20 19.40
5000 m/z 203.10 24 .53%
ol 39.0 750, o%.o 174.0 |
m/z--> 50 100 150 200 250 300 350
Abundance #57468: Pyrene
202.0 18.60 18.80 19.00 19.20 19.40
m/z 200.00 23.75%
5000
0
ol 390 750 | 1340 1740 |
e T T T T
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

ﬁ?ggle i J6378-24 P001-55002-1218-01
ALS Vial : 19 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 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.12 4.06 ng 398978 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
3 Octadecanoic acid. 2-hvdroxv-1.3... 625 C39H7605 000504-40-5 35
4 Tetradecanoic acid 228 C14H2802 000544-63-8 30
5 Pentadecanoic acid 242 C15H3002 001002-84-2 30

Abundance Scan 2760 (19.121 min): BM018318.D (-2755) (-) m/z 73.00 100.00%

74.0

5000 129.1

185.1 255.9 325.9

-

18.80 19.00 19.20 19.40

m/z--> CI) 50 100 150 200 250 300 350 400 4é0 5CI)O 55|O 6CI)O
Abundance #173072: Octadecanoic acid, 2-hydroxy-1,3-propanediy!| ester

43.0 18.80 19.00 19.20 19.40
m/z 57.05 62.99%

Ol iyl m/z 55.05 70.60%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #108841: Octadecanoic acid
43.0
5000 LA L L L L L B LB |
1290 18.80 19.00 19.20 19.40
: 0
185.0 284.0 m/z 43.10 69.50%
Ot
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #92228: n-Hexadecanoic acid
43.0
B e SN B
18.80 19.00 19.20 19.40
5000 256.0 m/z 60.00 68.66%
129.0
Nl || eso
0 T \ Al A 1 t t

98.0

5000

%

o J 341.0 395.0 451.0 507.0 606.0
ey e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018318.D

Aca On : 20 Dec 2018 04:14

Operator : JU/SJ

Sample : J6378-24

Misc :

ALS Vial : 19 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 8 1,1"-Biphenyl, 2,3,3%,4,4",... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.13 3.93 ng 386352 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3.3".4.4" .5-hex... 358 C12H4CIl6 038380-08-4 98
2 1.1"-Biphenvl. 3.37.4.4".5.5"-he... 358 C12H4CI6 032774-16-6 98
3 1.1"-Biphenvl. 2.27.3.4".5.5"-he... 358 C12H4CI6 051908-16-8 96
4 1.1°-Biphenvl. 2.27.3.3".4.5-hex... 358 C12H4CI6 055215-18-4 96
5 1,1"-Biphenyl, 2,2",3,3",6,6"-he... 358 C12H4CI6 038411-22-2 96

Abundance Scan 2932 (20.133 min): BM018318.D (-2926) (-) m/z 359.90 100.00%
289.9 :
5000
218.0
145.0
430 8401101 182.0 254.0 326 9 19.80 20.00 20.20 20.40
0 it ; ... m/z 289.90 80.71%
m/z--> 50 100 150 200 250 300 350
Abundance #143889: 1,1-Biphenyl, 2,3,3',4,4',5-hexachloro-
360.0
145.0 290.0
5000 109.0 218.0 19.80 20.00 20.20 20.40
0
w0 740 180.0 1 2530 m/z 361.90 73.59%
0! ...|.'...“|... ———
m/z--> 50 100 150 200 250 300 350
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360.0
19.80 20.00 20.20 20.40
5000 290.0 m/z 287.90 65.23%
109.0 218.0
74.0 :
180.0
0 ?Z.O‘l i .“.h:‘ MLI ll\ A H\IL i \\ Ay iII\ - ‘ IZ?ﬁL‘OI i .32.4'.0. | ‘JI
m/z--> 50 100 150 200 250 300 350
Abundance #143899: 1,1'-Biphenyl, 2,2',3,4',5,5'-hexachloro-
360.0 19.80 20.00 20.20 20.40
145.0 290.0 m/z 357.90 49 .63%
5000 109.0 218.0 2250
74.0
S ITITN o B
0 hulwd\ .n..[h.,.u. - i T—
m/z--> ‘50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

ﬁ?ggle i J6378-24 P001-55002-1218-01
ALS Vial : 19 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 1,1°-Biphenyl, 2,27,3,4",5,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.28 2.45 ng 241435 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4".5.5"-he... 358 C12H4CI6 051908-16-8 99
2 1.17-Biphenvl., 2.27.3.3".4.47-he. .. 358 C12H4CI6 038380-07-3 99
3 1.1°-Biphenvl., 2.3.3".4.47 .5-hex... 358 C12H4CI6 038380-08-4 99
4 1.1"-Biphenvl. 2.27.3.3".4.5"-he... 358 C12H4CI6 052663-66-8 98
5 1,1"-Biphenyl, 2,2",3,3%,4,5-hex... 358 C12H4CI6 055215-18-4 97

m/z 289.90 100.00%

5000

20.00 20.20 20.40 20.60

(o} m/z 359.90 92.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143899: 1,1-Biphenyl, 2,2',3,4',5,5-hexachloro-
360.0
145.0 290.0
5000 109.0
218.0 3950 20.00 20.20 20.40 20.60
360 740 181.0 m/z 287.90 85.34%
’ 255.0
o M
m/z--> 50 100 150 200 250 300 350 400
Abundance #143906: 1,1'-Biphenyl, 2,2',3,3',4,4'-hexachloro-
290.0 360.0
145.0
109.0 20.00 20.20 20.40 20.60
5000 218.0 325.0 m/z 361.90 72.81%
36.0
74.0 182.0 253.0 ‘ ‘
o SN [N N W W R—
m/z--> 50 100 150 200 250 300 350 400
Abundance #143889: 1,1'-Biphenyl, 2,3,3',4,4',5-hexachloro-
360.0 20.00 20.20 20.40 20.60
m/z 393.80 62.00%
5000 1450 =
109.0 218.0
360 740 ‘ | l 180.0 2530 ‘
ol L b 0w Wl
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60

8270-BM121518_.M Thu Dec 20 14:07:57 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

ﬁ?ggle i J6378-24 P001-55002-1218-01
ALS Vial : 19 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 1,1°-Biphenyl, 2,27,3,4,4%,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.44 3.74 ng 368039 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2.2".3.4.4".5"-he... 358 C12H4CI6 035065-28-2 99
2 1.1"-Biphenvl. 2.2".3.4.4" .6-Hex... 358 C12H4CI6 056030-56-9 97
3 1.1"-Biphenvl. 2.3.3".4.4" .5-hex... 358 C12H4CI6 038380-08-4 96
4 1.1"-Biphenvl. 2.27.3.3".5.6"-he... 358 C12H4CI6 052744-13-5 96
5 1,1"-Biphenyl, 2,3",4,4%,5,5"-he... 358 C12H4CI6 052663-72-6 95
Abundance Scan 2984 (20.439 min): BM018318.D (- 2978) ) m/z 359.85 100.00%
5000 218.0
: ' 3249
' ' ' 20.20 20.40 20.60 20.80
ol — : ... m/z 289.90 92.96%
m/z--> 50 100 150 200 250 300
Abundance #143905: 1,1-Biphenyl, 2,2',3,4,4',5-hexachloro-
145.0 290.0
5000 218.0
, 20.20 20.40 20.60 20.80
182.0 2530 3250 m/z 361.90  77.16%
o i A I |I — II|||I —
m/z--> 50 100 150 200 250 300
Abundance #143886: 1,1-Biphenyl, 2,2',3,4,4',6-Hexachloro-
36
145.0 290.0 20.20 20.40 20.60 20.80
5000 . m/z 287.90 68.30%
218.0
180.0 325.0
| 250 I
0! —l .‘ Ay I
m/z--> 50 100 150 200 250 300 350
Abundance #143889: 1,1'-Biphenyl, 2,3,3',4,4',5-hexachloro-
360.0 20.20 20.40 20.60 20.80
m/z 357.90 49.60%
145.0 290.0
5000 109.0 218.0
360 740 ‘ | ‘ 180.0 ‘ 2530 ‘
o IR Y 1 Y N A AN E—
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018318.D

Aca On : 20 Dec 2018 04:14

Operator : JU/SJ

Sample : J6378-24

Misc :

ALS Vial : 19 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 1,1°-Biphenyl, 2,27,3,4,4",... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.59 2.27 ng 222933 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4.4".5.5"-_.. 392 C12H3CI17 035065-29-3 99
2 2.27.3.37.4.5" .6-Heptachlorobiph... 392 C12H3CIl7 040186-70-7 99
3 1.1°-Biphenvl. 2.27.3.3".5.5".6-... 392 C12H3CIl7 052663-67-9 99
4 1.1"-Biphenvl. 2.27.3.4.5.6.6"-H... 392 C12H3CI7 074472-49-4 99
5 1,1"-Biphenyl, 2,3,3",4,5,5%,6-h... 392 C12H3CI7 074472-51-8 99

Abundance Scan 3010 (20.592 min): BM018318.D (-3006) (-) m/z 395.80 100.00%
328.8 39.8
5000
20.20 20.40 20.60 20.80 21.00
0 m/z 323.80 96.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154442: 1,1'-Biphenyl, 2,2',3,4,4',5,5-heptachloro-
162.0 324.0 394.0
5000
20.20 20.40 20.60 20.80 21.00
m/z 393.80 94 .43%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #154421: 2,2',3,3',4,5',6-Heptachlorobiphenyl
394.0
20.20 20.40 20.60 20.80 21.00
5000 324.0 m/z 321.90 65.91%
252.0 359.0
. 2710 " om0 |
mz-> 50 100 150 200 250 300 350 400
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 325.80 54 _.69%
5000 324.0 3590
162.0
mo 290, | e ¢ |
0...|..‘..|H....“|.‘...I ....l....l..‘..l....
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80 21.00

8270-BM121518_.M Thu Dec 20 14:07:59 2018

P001-SS002-1218-01

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

ﬁ?ggle i J6378-24 P001-55002-1218-01
ALS Vial : 19 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 9-Tricosene, (2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.85 4.94 ng 486417 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 97
2 Cvclopentadecane 210 C15H30 000295-48-7 97
3 11-Tricosene 322 C23H46 052078-56-5 93
4 1-Tricosene 322 C23H46 018835-32-0 91
5 Cyclooctacosane 392 C28H56 000297-24-5 90
Abundance Scan 3054 (20.850 min): BM018318.D (-3050) (-) m/z 57.10 100.00%
57.1
97.1
5000
323.9 393.8 i N
160.9 207.1 2519 420.0 20,60 20.80 21.00 21.20
Ob byl : m/z 43.10 87.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance ) #129063: 9-Tricosene, (2)-
510 970
5000 AU SR SR
20.60 20.80 21.00 21.20
2.0 3220 m/z 83.10 85.45%
0l15: ") 182.0 224.0 266.0 '
m/z--> 50 100 150 200 250 300 350 400
Abundance #63051: Cyclopentadecane
58.0
20,60 20.80 21.00 21.20
5000 97.0 m/z 55.05 84.37%
l 39.0 210.0
0 "”I'L'yl"ﬁﬁl"ﬁ'll"' U DAY DU SRR
m/z--> 50 100 150 200 250 300 350 400
Abundance #129062: 11-Tricosene RS mEEE L
43.0 20.60 20.80 21.00 21.20
m/z 69.05 83.30%
0 || 170 1680 2100 2660 3220
m/z--> 50 100 150 200 250 300 350 400 20,60 20.80 21.00 21.20

8270-BM121518_.M Thu Dec 20 14:07:59 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018318.D

Aca On : 20 Dec 2018 04:14

Operator : JU/SJ

Sample : J6378-24

Misc :

ALS Vial : 19 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 13 2,27,3,37,4,57,6-Heptachlor... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.46 2.07 ng 203847 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.27.3.3".4.5" .6-Heptachlorobiph... 392 C12H3CI17 040186-70-7 99
2 1.1"-Biphenvl. 2.27.3.4.4" .5.5"-_.. 392 C12H3CIl7 035065-29-3 99
3 1.1"-Biphenvl. 2.27.3.3".5.5".6-... 392 C12H3CIl7 052663-67-9 99
4 1.1°-Biphenvl. 2.3.37.4.5.5".6-h... 392 C12H3Cl7 074472-51-8 99
5 1,1"-Biphenyl, 2,2",3,4,47,5,6-H... 392 C12H3CI7 074472-47-2 99

Abundance Scan 3158 (21.462 min): BM018318.D (-3154) (-) m/z 395.90 100.00%
328. .9
5000 162.0 207.1 92539
N A
430.1 21.20 21.40 21.60 21.80
(o} m/z 323.85 99.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154421: 2,2',3,3',4,5',6-Heptachlorobipheny!
394.0
5000
324.0 21.20 21.40 21.60 21.80
2520 350.0 m/z 393.90 97.02%
L e N A
m/z--> 50 100 150 200 250 300 350 400
Abundance #154442: 1,1'-Biphenyl, 2,2',3,4,4',5,5-heptachloro-
162.0 3240 3940 A
2120 21.40 21.60 21.80
0
5000 270 252.0 m/z 321.90 62.83%
& 73.0 350.0
Ll e e L
0.‘.. \\ |\| l‘h ‘. ‘\l |‘...‘H.|..‘..l‘.‘...‘l....
m/z--> 100 150 250 300 350 400
Abundance #154439: 1,1'- Blphenyl, 2,2',3,3,5,5',6-heptachloro-
396.0 21.20 21.40 21.60 21.80
m/z 325.90 60.60%
5000 324.0 o0 o
162.0 2520
o 19 | amo *° ||
0"'|'”"HL' '“""I""I"L'I"" T
m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80

8270-BM121518_.M Thu Dec 20 14:08:00 2018

P001-SS002-1218-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

ﬁ?ggle i J6378-24 P001-55002-1218-01
ALS Vial : 19 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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.16 4_.17 ng 410668 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 55
2 Tetracosane. l1l-bromo- 416 C24H49Br 006946-24-3 51
3 Eicosane 282 C20H42 000112-95-8 35
4 Nonadecane 268 C19H40 000629-92-5 35
5 Octadecane 254 C18H38 000593-45-3 35

Abundance Scan 3277 (22.162 min): BM018318.D (-3272) (-) m/z 59.00 100.00%

|

21. 80 22. 00 22. 20 22. 40
429.1 489.2
0 69.3 m/z 72.05 83.34%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64572: Pentadecane
57.0

5000 R
21,80 22.00 22.20 22.40

m/z 57.10 80.51%

5000

90 1410 2120

o+ttt
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159584: Tetracosane, 1-bromo-
57.0
R e e EEE
21.80 22.00 22.20 22.40
5000 m/z 43.10 65.26%
701350
0 \‘M\ \‘h M il ‘J m 1'830 225.0 267.0 337037504160
...,....,....,....,....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107653: Eicosane N RaEEE R
57.0 21.80 22.00 22.20 22.40
m/z 71.10 63.61%
5000
9.0
‘141018302250 282.0
(O I LA o o B A N B R R e e R
m/z--> 50 100 150 200 250 300 350 400 450 21. 80 22. OO 22. 20 22. 40

8270-BM121518_.M Thu Dec 20 14:08:01 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018318.D

Aca On - 20 Dec 2018 04:14

Operator : JU/SJ

ﬁ?ggle i J6378-24 P001-55002-1218-01
ALS Vial : 19 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 15 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.63 3.04 ng 245361 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 76
3 Heptadecane 240 C17H36 000629-78-7 76
4 Heneicosane 296 C21H44 000629-94-7 76
5 Octadecane 254 C18H38 000593-45-3 68
Abundance Scan 3357 (22.633 min): BM018318.D (-3354) (-) m/z 57.10 100.00%
57.1
5000
207.0 252.1 2040 2260 22.80 23.00
141.1
Ol il L 11 s b 3250, 3809 46128032 7277110 80.52%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73965: Hexadecane
57.0
5000 LR BRI UL BRI BUL
nmnmnmmm
m/z 85.10 59.63%
op il l g P30 1018302260
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45563: Dodecane, 2-methyl-
57.0
2040 2260 22.80 23.00
5000 m/z 43.10 58.54%
9.0 141.0
Olls'ldlhlllwlwljllnll“l‘ |:’:8|4;?|||| L B R B B S o
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82608: Heptadecane B Al EREEEEETS S
22.40 22.60 22.80 23.00
m/z 55.10 26.21%
5000

141.0183.0 240.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 40 22. 60 22. 80 23. 00

8270-BM121518_.M Thu Dec 20 14:08:01 2018 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121918\

Data File : BM018318.D

Acq On : 20 Dec 2018 04:14

Operator : JU/SJ

3?22 le J6378-24 P001-SS002-1218-01
ALS Vial : 19 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]
2-Pentanone, 4-hy... 4.68 3.8 ng 146473 1 7.48 766642 20.0
unknown7 .03 7.03 114.6 ng 4390800 1 7.48 766642 20.0
n-Hexadecanoic acid 17.82 9.3 ng 509869 4 16.91 1096020 20.0
Benzene, 1,1"-(1,... 18.99 2.1 ng 115771 4 16.91 1096020 20.0
Octadecanoic acid 19.12 4.1 ng 398978 5 21.13 1967730 20.0
1,1*-Biphenyl, 2,_... 20.13 3.9 ng 386352 5 21.13 1967730 20.0
1,1*-Biphenyl, 2,_... 20.28 2.5 ng 241435 5 21.13 1967730 20.0
1,1*-Biphenyl, 2,... 20.44 3.7 ng 368039 5 21.13 1967730 20.0
1,1*-Biphenyl, 2,... 20.59 2.3 ng 222933 5 21.13 1967730 20.0
9-Tricosene, (2)- 20.85 4.9 ng 486417 5 21.13 1967730 20.0
2,2,3,3,4,57,6-_... 21.46 2.1 ng 203847 5 21.13 1967730 20.0
Pentadecane 22.16 4.2 ng 410668 5 21.13 1967730 20.0
Hexadecane 22.63 3.0 ng 245361 6 23.29 1612350 20.0
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