LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\
Data File : BM018285.D
Aca On : 18 Dec 2018 23:36 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : J6389-04 P001-SS012-1824-01
ALS Vial : 16 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 3.357 77 80 88 rBv 55181 75600 1.53% 0.157%
2 4.681 299 305 312 rBV 96881 133221 2.69% 0.276%
3 5.122 373 380 392 rBVY 2790281 3849309 77.73% 7.981%
4 6.692 639 647 661 rBY 2568792 4272062 86.26% 8.858%
5 7.028 696 704 718 rBVY 2840144 4329897 87.43% 8.978%
6 7.486 775 782 789 rBV 626800 977657 19.74% 2.027%
7 7.798 827 835 847 rBY 2061124 3182304 64.26% 6.598%
8 8.645 972 979 998 rBVY 1519725 2545337 51.40% 5.278%
9 10.251 1245 1252 1270 rBV 724538 1277835 25.80% 2.650%
10 12.751 1670 1677 1689 rBY 3450123 4952449 100.00% 10.269%

11 13.615 1818 1824 1839 rBV 326290 512963 10.36% 1.064%
12 14.145 1906 1914 1923 rBV2 990703 1495330 30.19% 3.101%
13 15.651 2164 2170 2180 rBV 2332989 3366054 67.97% 6.979%
14 15.880 2204 2209 2219 rBV5 28787 69051 1.39% 0.143%
15 16.909 2377 2384 2393 rBV 965378 1479274 29.87% 3.067%

16 17.762 2525 2529 2534 rBV5 44218 59088 1.19% 0.123%
17 17.827 2534 2540 2550 rBV 747972 1123644 22.69% 2.330%
18 18.974 2731 2735 2736 rBV3 46029 63460 1.28% 0.132%
19 19.121 2755 2760 2767 rBV 339495 509582 10.29% 1.057%
20 19.345 2795 2798 2801 rVB4 45629 53405 1.08% 0.111%

21 19.386 2801 2805 2810 rBv4 62059 103941 2.10% 0.216%
22 19.562 2830 2835 2841 rVB 3632893 4342195 87.68% 9.003%
23 19.844 2879 2883 2887 rBvV4 137625 222699 4_50% 0.462%
24 20.127 2928 2931 2935 rVB 143900 169002 3.41% 0.350%
25 20.380 2971 2974 2978 rBV 120050 147660 2.98% 0.306%

26 20.591 3007 3010 3013 rBv4 88650 126344 2.55% 0.262%
27 20.850 3050 3054 3061 rBV 928650 1193019 24.09%% 2.474%
28 21.127 3097 3101 3112 rBV2 1087529 1689557 34.12% 3.503%
29 21.291 3126 3129 3137 rVB2 246401 266808 5.39%% 0.553%
30 21.715 3197 3201 3203 rBV 511521 606453 12.25% 1.257%

31 21.738 3203 3205 3214 rVB2 441576 559111 11.29% 1.159%
32 22.156 3273 3276 3281 rVB 453394 542989 10.96% 1.126%
33 22.638 3354 3358 3363 rBV 564337 800704 16.17% 1.660%
34 22.691 3364 3367 3374 rVB3 219585 352923 7.13% 0.732%
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LSC Area Percent Report

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

Data File : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 23.180 3445 3450 3456 rVB 392560 619839 12.52% 1.285%
36 23.285 3463 3468 3475 rVB 815594 1462536 29.53% 3.033%
37 23.780 3548 3552 3558 rVB 406630 695024 14.03% 1.441%

Sum of corrected areas: 48228326
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LSC Report - Integrated Chromatogram

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

Data File : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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: BM018285.D

3500000

3000000 512 703

6.69
2500000

7.80
2000000

1500000 8,65

1000000

7.49 10.25

500000

3.36 4.68

e e e e D |

T T 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: BM018285.D

1956
3500000 12.75

3000000
2500000 15.65
2000000
1500000

1000000 14.14 16.91

500000 13.62 19.820. 120.38

15.88

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: BM018285.D

3500000

3000000

2500000

2000000

21.13

1500000 20.85

1000000

500000459

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\BM121818\

Data File : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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 unknown4.68 Concentration Rank 14

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

4.68 2.73 ng 133221 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 47
3 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 36
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 27

Abundance Scan 305 (4.681 min): BM018285.D (-299) (-) m/z 43.10 100.00%
a3
59
5000
101
83 440 4.60 4.80 5.00
....,....',lll...!~|,....,-....-,....,....,....,....,....,2.97.. m/z 59.10 67.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 101 440 4.60 480 500
28 59 m/z 101.10 29.79%
0 84
- JL'JJ'VL"I“"W""I'”'I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
50
440 4.60 480 500
0,
5000 101 m/z 58.00 16.44%
27 42 116
”"|w“'wh'”i“Z%Fﬁ"|“"l“"w"'w"'w"w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29867: Propane, 1,1-dipropoxy- et o
3 59 4.40 4.60 4.80 5.00
m/z 41.00 11.57%
5000 s 101
89 131
I I I I 7?|" AN '|"L'| ,,,%ﬁ% R B B
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

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

Data File : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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 88.58 ng 4329900 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): BM018285.D (-696) (-) m/z 132.00 100.00%
32
5000 68
" 75 5 s \ 550 680 700 750 740
S " .6’”..,..':-.,..5.‘.7,...~.,.'!..,.1.1.5.,....,-'...,.. m/z 68.10 46.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AR LRI BN IR
6.60 6.80 7.00 7.20 7.40
21 70 m/z 134.00 32.21%
4451 60 | 77 g5 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 SR S L
104 6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 31.22%
31 o9 “ 8
| P l !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e

132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 19.86%

5000

63
15 28 30 52 % 77 90 10 g6 |,

m/z--> 10 20 30 40 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\BM121818\

Data File : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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.
17.83 15.19 ng 1123640 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2541 (17.833 min): BM018285.D (-2534) (-) m/z 73.00 100.00%
7B
41 S
5000 129
97 3 LR SUNI SN BN R
15 | 3157171185 o9 | 5p7 206 - 17.60 17.80 18.00 18.20
— m/z 60.00 76.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78

—

50001 29 256 LI L L L L BB N

17.60 17.80 18.00 18.20
Ll
i

m/z 55.05 69.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid

a3 | P

21
1431571711851 g

B

57 17.60 17.80 18.00 18.20
5000 m/z 43.10 67.24%

29 -

1
7 115 171 214

1 ‘\ﬁ 10t | | 143157 | 185,98

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

%

Abundance #83686: Pentadecanoic acid S B
43 57 3 17.60 17.80 18.00 18.20
m/z 41.05 65.84%
5000 29 J’/\‘
e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.12 6.03 ng 509582 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2760 (19.121 min): BM018285.D (-2755) (-) m/z 73.00 100.00%

5000

:

18.80 19.00 19.20 19.40
m/z 43.10 75.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #108843: Octadecanoic acid

3

18.I80 19.IOO 19.I20 19.I40
m/z 60.00 74.03%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83686: Pentadecanoic acid
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 55.10 72.12%

2

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid B e e
43 73 18.80 19.00 19.20 19.40
m/z 57.10 63.07%
5000 256
2 213
} I 157 185
T e B

I T I T
m/z--> 20 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 : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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, 2,27,3,4",5"_.._. Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.84 2.64 ng 222699 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.47.5".6-he... 358 C12H4CIl6 038380-04-0 99
2 1.1°-Biphenvl. 3.3".4.4".5.5"-he... 358 C12H4CIl6 032774-16-6 99
3 1.1°-Biphenvl. 2.27.3.4.5.5"-hex... 358 C12H4CIl6 052712-04-6 99
4 1.1"-Biphenvl. 2.3.3".4.4" .5-hex... 358 C12H4CI6 038380-08-4 99
5 1,1"-Biphenyl, 2,2",3,3%,4,4"-he... 358 C12H4CI6 038380-07-3 98
Abundance Scan 2882 (19.839 min): BM018285.D (-2879) (-) m/z 359.90 100.00%
290 360
5000
19.60 19.80 20.00 20.20
m/z 289.90 98.61%
m/z--> 50 100 150 200 250 300 350
Abundance #143892: 1,1'-Biphenyl, 2,2',3,4',5',6-hexachloro-
290 360
145
218
5000 109 325 19.60 19.80 20.00 20.20
127 180 m/z 361.90 81.96%
74 1 2?3
|
m/z--> 50 100 150 200 250 300 350
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360
19.60 19.80 20.00 20.20
5000 s 290 m/z 287.90 74 .15%
109
74 ‘ 127 180 218 ‘
|3”? Jisslh |J|‘ "I%%Ll ‘:L i |\I\k : \\ I\l " \I”L — h: : |2?4|. — IL |3|24|. : J: :
m/z--> 50 100 150 200 250 300 350
Abundance #143887: 1,1'-Biphenyl, 2,2',3,4,5,5-hexachloro-
360 19.60 19.80 20.00 20.20
m/z 218.00 56.27%
290
5000
325
.2,‘?3.2.71. - .“. :
m/z--> 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 : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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, 2,2%,4,4",5,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.13 2.00 ng 169002 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.4.4" .5.5"-he... 358 C12H4CI6 035065-27-1 99
2 1.17-Biphenvl., 2.2".4.47 .6.6"-he. .. 358 C12H4CI6 033979-03-2 99
3 1.1°-Biphenvl., 2.3.3".4.5.6-hexa... 358 C12H4CI6 041411-62-5 99
4 1.1"-Biphenvl. 3.37.4.4".5.5"-he... 358 C12H4CI6 032774-16-6 99
5 1,1"-Biphenyl, 2,2",3,3%,4,4"-he... 358 C12H4CI6 038380-07-3 96

Abundance Scan 2932 (20.133 min): BM018285.D (-2928) (-) m/z 361.90 100.00%

5000

19.80 20.00 20.20 20.40
m/z 359.90 94 .35%

m/z--> 50 100 150 200 250 300 350 400
Abundance #143897: 1,1-Biphenyl, 2,2',4,4',5,5-hexachloro-
145 360

5000
19.80 20.00 20.20 20.40

m/z 289.90 87 .58%

325
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #143903: 1,1-Biphenyl, 2,2',4,4',6,6'-hexachloro-
360
19.80 20.00 20.20 20.40
5000 145 290 m/z 357.85 76.00%
109
73 218
40 180 253 305

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

Abundance #143880: 1,1'-Biphenyl, 2,3,3',4,5,6-hexachloro-
360 19.80 20.00 20.20 20.40
145 m/z 287.90 57.00%
290

5000

324

|
m/z--> 50 100 150 200 250 300 350 400 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 : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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 8 Heptafluorobutanoic acid, h... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.85 14.12 ng 1193020 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Hexadecene 224 C16H32 000629-73-2 86
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 83
Abundance Scan 3054 (20.850 min): BM018285.D (-3050) (-) m/z 57.10 100.00%
57
83
5000
111
RN SR SR
139 20.60 20.80 21.00 21.20
ol L h | S8 207 254280 824357 396420 | m/z 43.10 80.94%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83
5000 AU SR SR
111 20.60 20.80 21.00 21.20
- m/z 83.10 72.70%

139 169 238
11112101283
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-

57

:

83 20.60 20.80 21.00 21.20
5000 m/z 71.10 72 .25%

111
139 168196
" ‘ i 227 758

e e RS S R UMM

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

-

Abundance #168066: 17-Pentatriacontene I
43 20.60 20.80 21.00 21.20
m/z 55.10 72.17%
5000 83
111

‘l 139167196224 267292 321 462 490
B i B e e e A s e A e S
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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 Decane, 3,8-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.29 3.16 ng 266808 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 86
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
3 1-lodo-2-methvlundecane 296 C12H25I1 073105-67-6 81
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 81
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 3129 (21.291 min): BM018285.D (-3126) (-) m/z 57.10 100.00%
g7
85
5000
155 183 207 21.00 21.20 21.40 21.60
L AL ll L A34.] 21230252 281 813 345369 430 | ns7 71.10  93.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #36190: Decane, 3,8-dimethyl-
57
85
5000 R U T S R
21100 21.20 21.40 21.60
m/z 43.10 63.70%
113 141
"'I""lﬂ"Jl}Fz'l"" R UL AL DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57
21,00 21.20 2140 21.60
5000 85 m/z 85.10 63.53%
2 113 210
Al P e P omae 09
m/z--> 50 100 150 200 250 300 350 400
Abundance #114973: 1-lodo-2-methylundecane B L e B e
57 21.00 21.20 21.40 21.60
m/z 41.10 28.58Y%
5000
85
29 ‘
[0 ] 118 169  oqq 296
m/z--> 50 100 150 200 250 300 350 400 2100 21.20 21.40 21.60

8270-BM121518_.M Wed Dec 19 17:08:36 2018 Page: 11



Data Path
Data File

Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BM121818\

BM018285.D

18 Dec 2018 23:36

JussJ

J6389-04

16 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L
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 10 Heptacosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.71 7.18 ng 606453 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 3200 (21.709 min): BM018285.D (-3197) (-) m/z 57.10 100.00%
57
85
5000
113 21.40 21.60 21.80 22.00
141 169
ol 7" JO91 225 261285 323 360 401 | Tnsz 71.10  88.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57
5000 85 DA AR AR AR IS
21.40 21.60 21.80 22.00
m/z 85.10 63.84%
2 13 141
IR J ﬂ 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #115570: Heneicosane
57
o 21.40 21.60 21.80 22.00
5000 m/z 43.10 62.46%
29 113
111 [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane e B A
57 21.40 21.60 21.80 22.00
m/z 55.10 30.19%
5000 85
118 14
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 ﬁ 250 300 350 400 21140 21.60 21.80 22.00

8270-BM121518_.M Wed Dec 19 17:08:36 2018

P001-SS012-1824-01

Page: 12



Library Search Compound Report

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

Data File : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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 Hexadecanedinitrile Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.74 6.62 ng 559111 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanedinitrile 248 C16H28N2 006812-44-8 43
2 Cvclopentadecane 210 C15H30 000295-48-7 41
3 1-Octadecanol 270 C18H380 000112-92-5 38
4 Cvcloheptane. methvl- 112 C8H16 004126-78-7 30
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 25
Abundance Scan 3205 (21.738 min): BM018285.D (-3203) (-) m/z 97.10 100.00%
69 | 97
5000 41 J\Nb
i - a0 7160 7180 2200
247 : : : :
302324 353 397 7> 83.10 93 44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87302: Hexadecanedinitrile
g7
5000 41 LN U NN SR
21.40 21.60 21.80 22.00
69 124 m/z 69.10 89.19%
s L L4 || 1 180 28 a7
m/z--> § 160 1éo 260 250 360 3%0 460
Abundance #63051: Cyclopentadecane
55
8 21:40 21.60 21.80 22.00
5000 m/z 55.10 70.42%
29 111
210
g e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #100814: 1-Octadecanol  REaa
55 83 21.40 21.60 21.80 22.00
m/z 111.10 43 .74%
5000 111
29
139 252
. .W.‘Hu ..LJ,.J.E “%ﬁ7,%gflszl R S
m/z--> 50 100 150 200 250 300 350 400 21.40 21.60 21.80 22.00

8270-BM121518_.M Wed Dec 19 17:08:37 2018 Page: 13



Library Search Compound Report

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

Data File : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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 Heneicosane, 11-(1-ethylpro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.16 6.43 ng 542989 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 83
2 Hexadecane. 1-iodo- 352 C16H33l1 000544-77-4 83
3 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 80
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 80
5 Heptacosane 380 C27H56 000593-49-7 74
Abundance Scan 3277 (22.162 min): BM018285.D (-3273) (-) m/z 57.10 100.00%
57
5000
141 169 207 21.80 22.00 22.20 22.40
ol 238 281309337 373 416 m/z  71.10 39 _91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 R SN U B B
21.80 22.00 22.20 22.40
m/z 85.10 65.81%
99
| 127155183 225253 295 337
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #141774: Hexadecane, 1-iodo-
57
o 21.80 22.00 22.20 22,40
5000 m/z 43.10 61.74%
225
113
zg‘l‘ [T 141 160 196 352
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #136331: 2-Thiopheneacetic acid, 4-tetradecyl ester N RaEEE R
57 o7 21.80 22.00 22.20 22.40
m/z 55.10 30.95%
5000
29 ‘ 14}2 196 31?8
| o L
m/z--> 50 100 150 200 250 300 350 400 450 ' 21.80 22.00 22.20 22.40

8270-BM121518_.M Wed Dec 19 17:08:38 2018 Page: 14



Library Search Compound Report

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

Data File : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 13 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.64 10.95 ng 800704 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 87
4 Nonacosane 408 C29H60 000630-03-5 86
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
Abundance Scan 3358 (22.638 min): BM018285.D (-3354) (-) m/z 57.10 100.00%
57
85
5000
(1141160 197 095 253205323351 386 417 489 [ 2240 2260 220 2300
R o B e 1 e T e L m/z 71.10 86.62%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #160628: Triacontane
57
5000 85 HRA B BRI SR B
22.40 22.60 22.80 23.00
m/z 43.10 59.74Y%
113 141
29 I J | 1169197 225 253 281 309 337 365 393 422
miz--> 0 éo 160 150 260 2%0 360 3éo 460 4éo
Abundance #115570: Heneicosane
57
o " 2040 2260 22.80 23.00
5000 m/z 85.10 59.38%
29 113
|| | 0141169197 225 253 296
miz--> 0 éo 160 1éo 260 2%0 360 3éo 460 4éo
Abundance #122578: Tridecane, 1-iodo- A LB e amEa et
57 22.40 22.60 22.80 23.00
m/z 55.10 25.96%
- T w\w
28
183
) | 1]\-3\ 15\5 { 310
miz--> 0 éo 160 1éo 260 2%0 300 3éo 460 4éo ' 22h0 2260 22%0 2350

8270-BM121518_.M Wed Dec 19 17:08:38 2018 Page: 15



Library Search Compound Report

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

Data File : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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 Trichloroacetic acid, hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.69 4.83 ng 352923 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 80
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 76
3 1-Hexacosene 364 C26H52 018835-33-1 58
4 1-Docosene 308 C22H44 001599-67-3 58
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 52
Abundance Scan 3367 (22.691 min): BM018285.D (-3364) (-) m/z 97.10 100.00%
57 97
5000
2 e | 22.40 22.60 22.80 23.00
167-9+217 259 297 339367 416 475 : : : :
—y I ; '!'IM%%M%%ﬂ—r%ﬁmﬁ m/z 83.10 89.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
97
5000 LN U B SN R
22. 40 22 60 22. 80 23. oo
195 m/z 57.10 86.93%
153 196 224

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
R
69 22.40 22.60 22.80 23.00
5000 m/z 69.10 86.22%

97
125
L lJJ} 154 183 224 252

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146450: 1-Hexacosene AR BEE s L
43 22.40 22.60 22.80 23.00
m/z 43.10 78.61%
97
5000 69

125 154 364
ol 4 hk \ 182 210 238 266 308 336 ]

1 2

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

8270-BM121518_.M Wed Dec 19 17:08:39 2018 Page: 16



Library Search Compound Report

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

Data File : BM018285.D

Aca On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-55012-1824-01
ALS Vial : 16 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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.78 9.50 ng 695024 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 89
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 3552 (23.780 min): BM018285.D (-3548) (-) m/z 57.10 100.00%

57
85
5000

113
141 23.40 23.60 23.80 24.00
169 208 281
i, ,.,l,.||| L0, 208 240 281 323 370397 430 m/z 71.10 87.60%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane
5|7
5000 85 TTTT TT T T[T T T T[T TTT T
23 40 23. 60 23. 80 24.00
29 m/z 85.10 64 .60%
1L /418,141 169 107 225 253 281 300 338
L e LA A o o e e e BN B o o i o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
R R e R REERE
23.40 23.60 23.80 24.00
5000 85 m/z 43.10 62.18%
29 113
J‘\J ‘ (141 169 197 225 253 281 311337 367 410435 Aduwananﬂﬂd/\jmxfkvm,\er
,,,, T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane e EAREEREES
57 23.40 23.60 23.80 24.00
m/z 55.10 25.53%
85
5000

29 113
UL 7,241 169 197 225 953 296

m/z--> 0 50 100 150 200 250 300 350 400 23 40 23. 60 23. 80 24 00
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Tentatively ldentified Compound (LSC) summary

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

Data File : BM018285.D

Acq On : 18 Dec 2018 23:36

Operator : JU/SJ

3?22 le J6389-04 P001-SS012-1824-01
ALS Vial : 16 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]
unknown4 .68 4.68 2.7 ng 133221 1 7.49 977657 20.0
unknown7 .03 7.03 88.6 ng 4329900 1 7.49 977657 20.0
n-Hexadecanoic acid 17.83 15.2 ng 1123640 4 16.91 1479270 20.0
Octadecanoic acid 19.12 6.0 ng 509582 5 21.13 1689560 20.0
1,1*-Biphenyl, 2,... 19.84 2.6 ng 222699 5 21.13 1689560 20.0
1,1*-Biphenyl, 2,_... 20.13 2.0 ng 169002 5 21.13 1689560 20.0
Heptafluorobutano... 20.85 14.1 ng 1193020 5 21.13 1689560 20.0
Decane, 3,8-dimet... 21.29 3.2 ng 266808 5 21.13 1689560 20.0
Heptacosane 21.71 7.2 ng 606453 5 21.13 1689560 20.0
Hexadecanedinitrile 21.74 6.6 ng 559111 5 21.13 1689560 20.0
Heneicosane, 11-(... 22.16 6.4 ng 542989 5 21.13 1689560 20.0
Triacontane 22.64 10.9 ng 800704 6 23.29 1462540 20.0
Trichloroacetic a... 22.69 4.8 ng 352923 6 23.29 1462540 20.0
Tetracosane 23.78 9.5 ng 695024 6 23.29 1462540 20.0
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