LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\
Data File : BM018284.D
Aca On : 18 Dec 2018 23:00 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?2?:'6 - J6389-12 P001-SS014-1824-01
ALS Vial : 15 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 3.781 148 152 158 rVB 46675 56216 1.52% 0.127%
2 4.681 299 305 313 rBV 96567 130563 3.53% 0.296%
3 5.122 374 380 398 rBVY 2327968 3272717 88.55% 7.418%
4 6.616 629 634 639 rBV 28320 40705 1.10% 0.092%
5 6.693 639 647 662 rVV 2124137 3604209 97.52% 8.169%
6 7.028 697 704 717 rBV 2418043 3647287 98.69% 8.267%
7 7.487 774 782 791 rBV 652594 1001250 27.09% 2.269%
8 7.798 827 835 843 rBVY 1699130 2644699 71.56% 5.994%
9 8.645 972 979 994 rBVY 1250723 2095500 56.70% 4_.749%
10 10.251 1244 1252 1265 rBvV 733169 1280521 34.65% 2.902%

11 12.751 1670 1677 1693 rBV 2482605 3695829 100.00% 8.377%
12 13.622 1818 1825 1837 rBV 98811 174668 4.73% 0.396%
13 14.145 1907 1914 1923 rBV2 946343 1458774 39.47% 3.306%
14 15.651 2164 2170 2180 rBV 1774786 2609506 70.61% 5.914%
15 16.910 2378 2384 2389 rBV2 956505 1395288 37.75% 3.162%

16 17.098 2411 2416 2421 rBV4 28017 40882 1.11% 0.093%
17 17.692 2513 2517 2526 rBV9 16081 40266 1.09% 0.091%
18 17.821 2534 2539 2549 rBV 389396 518247 14.02% 1.175%
19 18.839 2705 2712 2718 rBV3 85714 148175 4.01% 0.336%
20 18.986 2730 2737 2741 rBV7 42493 85806 2.32% 0.194%

21 19.121 2754 2760 2767 rBV3 200331 368814 9.98% 0.836%
22 19.386 2801 2805 2816 rVB 108541 173508 4.69% 0.393%
23 19.562 2829 2835 2844 rBV 2753583 3447295 93.28% 7.813%
24 19.704 2854 2859 2863 rBV 130467 166485 4 _50% 0.377%
25 19.745 2863 2866 2873 rVB7 59724 97425 2.64% 0.221%

26 19.845 2878 2883 2888 rBV2 382401 529514 14.33% 1.200%
27 20.051 2914 2918 2922 rBV6 52561 72735 1.97% 0.165%
28 20.127 2926 2931 2935 rBV 430627 526767 14.25% 1.194%
29 20.174 2936 2939 2943 rBV2 96138 123057 3.33% 0.279%
30 20.286 2953 2958 2962 rVB5 167401 247524 6.70% 0.561%

31 20.380 2970 2974 2977 rBV5 60817 74235 2.01% 0.168%
32 20.445 2977 2985 2990 rBV 272683 483282 13.08% 1.095%
33 20.492 2990 2993 2998 rVB6 46684 57640 1.56% 0.131%

34 20.592 3006 3010 3014 rVB 254781 291898 7.90% 0.662%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\
Data File : BM018284.D
Aca On : 18 Dec 2018 23:00 Instrument :
Operator : JU/SJ EFAﬁg el

- _ lentosampleld :
3?2?:'6 - J6389-12 P001-SS014-1824-01
ALS Vial : 15 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 20.656 3017 3021 3025 rBv4 114010 138687 3.75% 0.314%

36 20.851 3050 3054 3062 rBV2 769253 1127293 30.50% 2 .555%
37 20.921 3062 3066 3071 rVB6 128031 169199 4._.58% 0.383%
38 20.974 3072 3075 3079 rBV5 52693 68190 1.85% 0.155%
39 21.127 3096 3101 3104 rBV 1161504 1590691 43.04% 3.605%
40 21.292 3126 3129 3132 rBV3 106746 133500 3.61% 0.303%

41 21.462 3154 3158 3163 rBv4 207823 290996 7.87% 0.660%
42 21.515 3164 3167 3172 rVB7 95698 112312 3.04% 0.255%
43 21.580 3176 3178 3183 rVB6 87526 101200 2.74% 0.229%
44 21.715 3197 3201 3202 rBVY 267242 294355 7.96% 0.667%
45 21.739 3202 3205 3215 rVB2 419454 625142 16.91% 1.417%

46 22.127 3268 3271 3273 rBV4 93648 108505 2.94% 0.246%
47 22.156 3273 3276 3281 rVB 269289 317316 8.59% 0.719%
48 22.274 3293 3296 3301 rVB 150740 190245 5.15% 0.431%
49 22.380 3311 3314 3319 rVB6 99880 127126 3.44% 0.288%
50 22.639 3354 3358 3362 rBV 394232 533202 14.43% 1.209%

51 22.692 3363 3367 3374 rVB3 258075 442499 11.97% 1.003%
52 23.174 3445 3449 3456 rVB 237904 372890 10.09% 0.845%
53 23.286 3462 3468 3480 rVB 835058 1563772 42.31% 3.544%
54 23.774 3547 3551 3558 rVB2 311420 557440 15.08% 1.263%
55 23.874 3563 3568 3575 rVvB4 200519 437071 11.83% 0.991%

56 24.468 3667 3669 3675 rVB3 138276 217830 5.89% 0.494%

Sum of corrected areas: 44120748
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BM121818\
BM0O18284.D

18 Dec 2018 23:00

Ju/sJ

J6389-12

P001-SS014-1824-01

15 Sample Multiplier: 1
d : 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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM018284.D

512 7.03

6.69

7.80

8.65

7.49 10.25

3.78 4.68 6.6

O
Time-->  3.00

A A
LN L L L L B R L L L B LI I L L L L

T
350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50

T T
10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM018284.D
19.56

12.75

15.65

14.15 16.91

0.13
17.82 19.84 20.4¢

19.].% 7
9.3 fe4
13.62 J 17.10 17 18849 . .

(e

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

5000004

04—

TIC: BM018284.D

21.13

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\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 4-Chloro-6-fluoro-pyrimidine Concentration Rank 1

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

7.03 72.85 ng 3647290 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 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10

Abundance Scan 704 (7.028 min): BM018284.D (-697) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.60 6.80 7.00 7.20 7.40
52 . . . . .
g le 2T 77 68.10  45.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 RN AN AN LN A
6.60 6.80 7.00 7.20 7.40
70 m/z 134.00 31.55%
|l [ 86 i 116
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 S L L
104 6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 31.16%
31
"'V'Lﬁlhu'l'“'h"“l"'w""w"'l“"l'“'l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- T B s ma

132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 19.96%

5000

63
15 28 39 52 °0 77 90 1045 |

m/z--> 20 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\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.82 7.43 ng 518247 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 Tetradecane 198 C14H30 000629-59-4 18
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 18
Abundance Scan 2539 (17.821 min): BM018284.D (-2534) (-) m/z 73.10 100.00%

73
41 60
5000 129
97 115 213
143157171185 99 | 507 256 17.60 17.80 18.00 18.20

SN m/z 60.00 69.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256

17.60 17.80 18.00 18.20
213 m/z 41.10 68.76%

L, *JJ 143157171185 199
R R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43

17.60 17.80 18.00 18.20

5000 129 m/z 43.05 68.70%
29 171
115
214
Lol
ool il A W L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37193: n-Decanoic acid I L B B B
60 73 17.60 17.80 18.00 18.20

m/z 55.05 63.20%

41
h | MJ\h
2
143
‘T ‘ ‘ ‘ H ‘ h?l \\ ‘ | ‘ 157 172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 1,1"-Biphenyl, 2,27,4,4% ,5-_._. Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.12 4.64 ng 368814 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.4.4" .5-penta... 324 C12H5CI5 038380-01-7 99
2 1.17-Biphenvl., 2.3.3".4".6-penta... 324 C12H5CI5 038380-03-9 99
3 1.1°-Biphenvl., 2.3%.4.4" .5-penta... 324 C12H5CI5 031508-00-6 95
4 1.1"-Biphenvl. 2.27.3.5.5"-penta... 324 C12H5CI5 052663-61-3 95
5 1,1"-Biphenyl, 2,3,3",4,6-Pentac... 324 C12H5CI5 074472-35-8 95

Abundance Scan 2760 (19.121 min): BM018284.D (-2754) (-) m/z 325.90 100.00%

254 326

5000

18.80 19.00 19.20 19.40
m/z 73.00 97.93%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129508: 1,1-Biphenyl, 2,2',4,4',5-pentachloro-
326
254

18:80 19.00 19.20 19.40
m/z 254.00  84.94%

5000

291

145 163

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129488: 1,1'-Biphenyl, 2,3,3',4',6-pentachloro-
326
254

18.80 19.00 19.20 19.40
m/z 60.00 80.62%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129500: 1,1'-Biphenyl, 2,3',4,4',5-pentachloro-
326 18.80 19.00 19.20 19.40
m/z 256.00 77.91%
254
5000
109 128 184
74 92 | 146 163 218 ‘ ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 5 1,1°-Biphenyl, 2,3,3",4,4",... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.84 6.66 ng 529514 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3.37.4.4" .5-hex... 358 C12H4CIl6 038380-08-4 99
2 1.1°-Biphenvl. 2.27.3.4.47.5"-he... 358 C12H4CIl6 035065-28-2 99
3 1.1°-Biphenvl. 2.27.3.4".5".6-he... 358 C12H4CIl6 038380-04-0 99
4 1.1"-Biphenvl. 2.27.3.4.5.5"-hex... 358 C12H4CI6 052712-04-6 99
5 1,1"-Biphenyl, 2,2",3,4,47 ,6-Hex... 358 C12H4CI6 056030-56-9 98
Abundance Scan 2882 (19.839 min): BM018284.D (- 2878) ) m/z 289.90 100.00%
218
5000
%5
253 19.60 19.80 20.00 20.20
by m/z 359.90 97.97%
m/z--> 50 100 150 200 250 300
Abundance #143889: 1,1-Biphenyl, 2,3,3',4,4',5-hexachloro-
145 290
5000 109 218 19.60 19.80 20.00 20.20
126 m/z 361.90 83.49%
| 180 I 253
i S B SN
miz--> 100 150 200 250 300
Abundance #143905: 1,1-Biphenyl, 2,2',3,4,4',5- hexachloro
145
109 19.60 19.80 20.00 20.20
5000 218 m/z 287.90  75.37%
74 126
‘ 325
182
253
|4|9|i\ .J.I.A,. ." .‘.‘,. .‘ll‘.l ! . ||“.. | ‘
m/z--> 50 100 150 200 250 300
Abundance #143892: 1,1'-Biphenyl, 2,2',3,4',5',6-hexachloro-
290 19.60 19.80 20.00 20.20
m/z 218.00 52.21%
145
5000 109 218 a5
127
o I e T I L
|H|J|‘|||‘|.|| |‘|I|| .,“‘....,....
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 1,1°-Biphenyl, 2,27,3,3",6,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.13 6.62 ng 526767 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.3".6.6"-he... 358 C12H4CIl6 038411-22-2 99
2 1.1°-Biphenvl. 2.3".4.4" .5.5"-he... 358 C12H4CIl6 052663-72-6 98
3 1.1°-Biphenvl. 3.3".4.4".5.5"-he... 358 C12H4CIl6 032774-16-6 96
4 1.1"-Biphenvl. 2.3.3".4.4" .5-hex... 358 C12H4CI6 038380-08-4 96
5 1,1"-Biphenyl, 2,2",3,4",5,5"-he... 358 C12H4CI6 051908-16-8 96
Abundance Scan 2932 (20.133 min): BM018284.D (-2926) (-) m/z 359.90 100.00%
290 360
5000
144 218
9 o 109 o 160 182 253 325 19.80 20.00 20.20 20.40
SN | N— m/z 289.90 82.65%
miz--> 50 100 150 200 250 300 350
Abundance #143894: 1,1'-Biphenyl, 2,2',3,3',6,6'-hexachloro-

5000
19.80 20.00 20.20 20.40

m/z 361.90 76.87%

m/z--> 50 100 150 200 250 300 350
Abundance #143901: 1,1-Biphenyl, 2,3',4,4',5,5-hexachloro-
360
260 19.80 20.00 20.20 20.40
5000 145 m/z 287.90 65.91%
218
126
SN it 0 =S B
m/z--> 50 100 150 200 250 300 350
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360 19.80 20.00 20.20 20.40

m/z 357.90 55.13%

5000

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\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 7 1,1°-Biphenyl, 2,27,3,4,5,6... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.29 3.11 ng 247524 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4.5.6.6"-H._.. 392 C12H3CI17 074472-49-4 97
2 1.1°-Biphenvl., 2.27.3.4.47.5.,5"-_.__. 392 C12H3CI17 035065-29-3 97
3 1.1°-Biphenvl., 2.27.3.4".5.5"-he. .. 358 C12H4CI6 051908-16-8 96
4 1.1"-Biphenvl. 2.27.3.4.4".5"-he... 358 C12H4CI6 035065-28-2 96
5 1,1"-Biphenyl, 2,3,3",4,5,5%,6-h... 392 C12H3CI7 074472-51-8 96

Abundance Scan 2959 (20.292 min): BM018284.D (-2953) (-) m/z 393.80 100.00%

324 334

5000

20.00 20.20 20.40 20.60
m/z 395.80 96 .80%

m/z--> 50 100 150 200 250 300 350 400
Abundance #154424: 1,1-Biphenyl, 2,2',3,4,5,6,6'-Heptachloro-
324 3

5000
20.00 20.20 20.40 20.60

m/z 323.90 84 .03%

m/z--> 50 100 150 200 250 300 350 400
Abundance #154442: 1,1'-Biphenyl, 2,2',3,4,4',5,5-heptachloro-
162 324 3y
20.00 20.20 20.40 20.60
5000 250 m/z 397.90 65.02%
36 108127
73 ' ‘ 182 359
217
A W Y el A T
m/z--> 50 100 150 200 250 300 350 400
Abundance #143899: 1,1'-Biphenyl, 2,2',3,4',5,5'-hexachloro-
360 20.00 20.20 20.40 20.60
145 290 m/z 321.90 58.38%
5000 109
218 395
74 181
ST I
Ao bl g ST kL
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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, 2,27,3,4,4%,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.59 3.67 ng 291898 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 C12H3CIl7 035065-29-3 99
2 1.17-Biphenvl., 2.27.3.4.47.5.6"-._. 392 C12H3CI17 060145-23-5 99
3 1.1°-Biphenvl., 2.27.3.4.5.6.6"-H. .. 392 C12H3CI17 074472-49-4 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 98

Abundance Scan 3010 (20.592 min): BM018284.D (-3006) (-) m/z 323.85 100.00%

324 394

5000

20.20 20.40 20.60 20.80 21.00
m/z 393.85 97 .87%

m/z--> 50 100 150 200 250 300 350 400
Abundance #154442: 1,1'-Biphenyl, 2,2',3,4,4',5,5"-heptachloro-
162 324 3
252
5000 36 108127 20.20 20.40 20.60 20.80 21.00
73 359 m/z 395.80 97.51%
182 97
287 M
Al
A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #154427: 1,1-Biphenyl, 2,2',3,4,4',5,6'-Heptachloro-

20.20 20.40 20.60 20.80 21.00
m/z 321.90 69 .86%

5000

m/z--> 50 100 150 200 250 300 350 400
Abundance #154424: 1,1'-Biphenyl, 2,2',3,4,5,6,6'-Heptachloro-
324 3% 20.20 20.40 20.60 20.80 21.00
m/z 325.90 66.16%

5000

m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.85 14.17 ng 1127290 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 11-Tricosene 322 C23H46 052078-56-5 93
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3054 (20.851 min): BM018284.D (-3050) (-) m/z 57.05 100.00%
57 83
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
139162 250 324 396 20.60 20.80 21.00 21.20
0 1a00zan T2 %2 m/z 83.10 87.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83
29 11 20.60 20.80 21.00 21.20
m/z 69.10 86.23%
,| J | l |139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83 20,60 20.80 21.00 21.20
5000 m/z 55.05 85.94%
111
29
Il t l i 199 210 2?8 283
m/z--> 55 100 150 260 250 300 350 400
Abundance #129062: 11-Tricosene R B e
43 20.60 20.80 21.00 21.20
m/z 43.10 83.88%
5000
} 111
\ \ I140 168 196 224245266 294 322
m/z--> 200 250 300 350 400 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 2,27,3,37,4,57,6-Heptachlor... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.46 3.66 ng 290996 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.27.3.3".4.5".6-Heptachlorobiph... 392 C12H3CI17 040186-70-7 99
2 1.1"-Biphenvl. 2.2".3.4.4".5.5"- 392 C12H3CI7 035065-29-3 99
3 1.1"-Biphenvl. 2.3.3".4.5.5" .6—h... 392 C12H3CI7 074472-51-8 99
4 1.1"-Biphenvl. 2.27.3.4.4".5.6"-... 392 C12H3CIl7 060145-23-5 99
5 1,1"-Biphenyl, 2,27,3,3%,5,5",6-... 392 C12H3CI7 052663-67-9 98
Abundance Scan 3158 (21.462 min): BM018284.D (-3154) (-) m/z 393.90 100.00%
324
5000 A
i 7L 4'o' 2160 21.80
m/z 323.90 94 .06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154421: 2,2',3,3',4,5',6-Heptachlorobipheny!
394
5000 R AR BB IR AR
324 mmmmmmm@
359 m/z 395.90 88.68%
217 | 289 m
m/z--> 50 100 150 200 250 300 350 400
Abundance #154442: 1,1'-Biphenyl, 2,2',3,4,4',5,5-heptachloro-
21'20 21:40 21,60 21.80
5000 259 m/z 321.90 61.25%
36 108127
73 182 947 359
.‘.‘L. I | IJIEIII'I "L'{I .‘. .“.‘ll .“. — \I '?%'7I | I‘U —— jl ;
m/z--> 50 100 150 200 250 300 350 400
Abundance #154425: 1,1'-Biphenyl, 2,3,3',4,5,5',6-heptachloro- Aol e
324 394 21.20 21.40 21.60 21.80
m/z 325.90 60.07%
5000

m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 Heptadecane, 9-octyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.72 3.70 ng 294355 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 90
Abundance Scan 3202 (21.721 min): BM018284.D (-3197) (-) m/z 57.05 100.00%
g7
85
5000
B 0 e e e o | 2140 2160 2180 2200
ol m/z 71.10 78.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 N DR BB AR IR
2140 21.60 21.80 22.00
m/z 43.05 67 .45%
Jlﬁ3|1?111§9 197 30 267 294 323 352
m/z--> 55 100 150 200 2%0 300 350 400
Abundance #115570: Heneicosane
57
o 21.40 21.60 21.80 22.00
5000 m/z 85.10 59.13%
29 113
UL L L 7241 160 197 205 253 296
m/z--> 50 160 150 200 250 300 350 400
Abundance #151555: Heptacosane T T T T
57 21.40 21.60 21.80 22.00
m/z 55.10 38.07%
5000 85
29 113 141
LD T 141 169 197 225 253 281 309 337 380
m/z--> % 100 ﬁo ﬁ 250 300 350 400 2140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.64 6.82 ng 533202 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3358 (22.639 min): BM018284.D (-3354) (-) m/z 57.10 100.00%
57
85
5000
AR AU
141 169 22.40 22.60 22.80 23.00
—_— | A ] JI L A" 00,197 225 202 283 323 395 387 417 njz  71.10  91.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 BRSNS
22. 40 22 60 22. 80 23 00
m/z 85.10 61.55%
29
| i J / 11?1‘169 197 225 253 296
m/z--> éo 100 1éo 260 250 360 3éo 460
Abundance #55010: Tetradecane
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
22.40 22.60 22.80 23.00
5000 85 m/z 43.10 58.98%
29
L 134 160 0
m/z--> éo 160 1éo 200 250 300 3éo 460
Abundance #73968: Hexadecane B L B Bt U
57 22.40 22.60 22.80 23.00
m/z 41.00 25.32%
5000 85
m/z--> 50 100 150 200 250 m 350 400 nmnmnmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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-Nonadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.69 5.66 ng 442499 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 86
3 17-Pentatriacontene 491 C35H70 006971-40-0 74
4 1-Docosene 308 C22H44 001599-67-3 64
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 58
Abundance Scan 3367 (22.692 min): BM018284.D (-3363) (-) m/z 83.10 100.00%
57 B
5000
HRR ISR NN SUNLSA B
22.40 22.60 22.80 23.00
213 281 357
Ol 2 R o RN, 1| m/z 97.10 86.23%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene

3
69

:

5000 LIS L L L L L L
22.40 22.60 22.80 23.00
125 m/z 69.10 85.05%
15) \ lJ}§4182210238266
R e L e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43
T
69 22.40 22.60 22.80 23.00
5000 m/z 57.10 81.13%

97
| } 125 169195 224 252

m/z--> 0 50 100 150 200 250 300 350 400 450

:

Abundance #168066: 17-Pentatriacontene P e
43 22.40 22.60 22.80 23.00
m/z 43.10 67.73%
5000 83
111
‘l 139167196224 267292 321 462 490
B i B e e e A e
m/z--> 0 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 1-Hexacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.87 5.59 ng 437071 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 68
2 1-Tetracosanol 354 C24H500 000506-51-4 68
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 62
4 1-Docosene 308 C22H44 001599-67-3 62
5 17-Pentatriacontene 491 C35H70 006971-40-0 58

Abundance Scan 3567 (23.868 min): BM018284.D (-3563) (-) m/z 97.10 100.00%

7 97

5000

%

125 LB B o e o

221
154189 254283313 357 402429 23.60 23.80 24.00 24.20
m/z 57.10 93.34%

mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152038: 1-Hexacosanol
48
5000 83 LI B L R L
23,60 23.80 24.00 24.20
1 m/z 83.10 88.62%
1b | 139168196224252280308336364

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

5

Abundance #142901: 1-Tetracosanol

43

23.60 23.80 24.00 24.20
5000 83 m/z 43.10 88.00%
11
il 140168196 238266 308336

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #154046: Bromoacetic acid, octadecyl ester Bl BamEE B

43 23.60 23.80 24.00 24.20

m/z 69.10 84 .50%

5000
11

%

139
A im |, 181 22220 p97

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 60 23. 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018284.D

Aca On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-55014-1824-01
ALS Vial : 15 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 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

24 .47 2.79 ng 217830 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Tetrapnentacontane 759 C54H110 005856-66-6 72
3 Behenvl chloride 344 C22H45CI 042217-03-8 64
4 Nonacosane 408 C29H60 000630-03-5 64
5 Octacosane 394 C28H58 000630-02-4 64

Abundance Scan 3669 (24.468 min): BM018284.D (-3667) (-) m/z 57.10 100.00%

5000

%

39 283 329371 416 549 24.20 24.40 24.60 24.80
m/z 71.10 79.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #107655: Eicosane
5|7
5000 LA L L L L L L LB

24.20 24.40 24.60 24.80
99 m/z 43.10 63.30%
41183205 282

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750

§

Abundance #174439: Tetrapentacontane
57
R EERERE SRS R
24.20 24.40 24.60 24.80
5000 m/z 85.10 54.49%
99
4l 183995
‘ | [11225267309 351393435477 519561 603645687 758
e e e e [ T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #138962: Behenyl chloride R B
57 24.20 24.40 24.60 24.80
m/z 69.10 29.41%
5000

%

7
141183 245287 344

“\hl
TT ||||||||||||| T [T T[T T[T T [ TT T [TTTTToT LI B B B B e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 24 20 24. 40 24. 60 24 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121818\

Data File : BM018284.D

Acq On : 18 Dec 2018 23:00

Operator : JU/SJ

3?22 le J6389-12 P001-SS014-1824-01
ALS Vial : 15 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]
4-Chloro-6-fluoro. ... 7.03 72.8 ng 3647290 1 7.49 1001250 20.0
n-Hexadecanoic acid 17.82 7.4 ng 518247 4 16.91 1395290 20.0
1,1"-Biphenyl, 2,... 19.12 4.6 ng 368814 5 21.13 1590690 20.0
1,1"-Biphenyl, 2,... 19.84 6.7 ng 529514 5 21.13 1590690 20.0
1,1"-Biphenyl, 2,... 20.13 6.6 ng 526767 5 21.13 1590690 20.0
1,1"-Biphenyl, 2,... 20.29 3.1 ng 247524 5 21.13 1590690 20.0
1,1"-Biphenyl, 2,... 20.59 3.7 ng 291898 5 21.13 1590690 20.0
3-Eicosene, (E)- 20.85 14.2 ng 1127290 5 21.13 1590690 20.0
2,2°,3,3",4,5",6-... 21.46 3.7 ng 290996 5 21.13 1590690 20.0
Heptadecane, 9-oc... 21.72 3.7 ng 294355 5 21.13 1590690 20.0
Heneicosane 22 .64 6.8 ng 533202 6 23.29 1563770 20.0
1-Nonadecene 22.69 5.7 ng 442499 6 23.29 1563770 20.0
1-Hexacosanol 23.87 5.6 ng 437071 6 23.29 1563770 20.0
Eicosane 24 .47 2.8 ng 217830 6 23.29 1563770 20.0
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