LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038810.D
Aca On - 22 Dec 2018 9:59 Instrument :
Operator : JU/SJ ?:'l\!A_?S el

- _ lentosampleld :
3?22'6 : J6446-19 P001-SS023-0612-01
ALS Vial : 21 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 G\METHODS\8270-BG121218 .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 5.145 344 350 358 rBV 33154 55375 3.51% 0.448%
2 5.615 422 430 441 rBV 563222 942906 59.71% 7.626%
3 7.225 696 704 714 rBV 613191 1157826 73.32% 9.364%
4 7.589 758 766 780 rBV 588468 1057323 66.96% 8.551%
5 8.059 839 846 855 rBV 97507 173069 10.96% 1.400%
6 8.382 893 901 910 rVB 413285 736812 46.66% 5.959%
7 9.240 1038 1047 1059 rBV 371390 695622 44.05% 5.626%
8 10.879 1318 1326 1334 rBV 133510 249893 15.82% 2.021%
9 13.318 1732 1741 1750 rBV 816339 1304120 82.59% 10.547%
10 14.140 1875 1881 1887 rBvV 78636 116444 7.37% 0.942%

11 14.698 1968 1976 1988 rVvB2 221957 370606 23.47% 2.997%
12 16.191 2223 2230 2242 rBV2 768129 1239673 78.50% 10.026%
13 17.448 2437 2444 2454 rBV 272624 444264 28.13% 3.593%

14 17.577 2461 2466 2471 rVB 34779 45236 2.86% 0.366%
15 18.300 2585 2589 2595 rBV6 24767 39383 2.49% 0.319%
16 18.482 2614 2620 2626 rBV2 14902 24184 1.53% 0.196%
17 19.622 2810 2814 2817 rBvV4 16761 21237 1.34% 0.172%
18 20.045 2880 2886 2894 rBV 1169942 1579117 100.00% 12.771%
19 20.186 2906 2910 2913 rBV5 21174 23360 1.48% 0.189%
20 20.321 2928 2933 2938 rBV2 62885 88396 5.60% 0.715%
21 20.597 2976 2980 2984 rBV2 72186 97577 6.18% 0.789%
22 20.662 2987 2991 2992 rBV3 17155 20812 1.32% 0.168%
23 20.756 3003 3007 3012 rBVS 27887 51500 3.26% 0.417%
24 20.926 3028 3036 3040 rBV7 35703 77266 4._.89% 0.625%
25 21.073 3058 3061 3067 rVB7 35295 48557 3.07% 0.393%
26 21.320 3099 3103 3111 rBV 74589 124899 7.91% 1.010%
27 21.385 3111 3114 3118 rVB5 24405 35714 2.26% 0.289%
28 21.449 3123 3125 3132 rVB7 21745 33164 2.10% 0.268%
29 21.725 3166 3172 3184 rVB2 299398 547073 34.64% 4.424%
30 22.477 3295 3300 3303 rBV2 46847 76449 4._.84% 0.618%
31 22.519 3304 3307 3318 rVB6 37897 93407 5.92% 0.755%
32 23.177 3416 3419 3426 rVB2 42515 73988 4.69% 0.598%
33 23.370 3448 3452 3458 rVB3 23367 42972 2.72% 0.348%

34 23.993 3551 3558 3565 rVB3 58702 137043 8.68% 1.108%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

3?22'6 i J6446-19 P001-55023-0612-01
ALS Vial : 21 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\HPCHEM1I\BNA G\METHODS\8270-BG121218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 25.033 3726 3735 3746 rVB2 143846 431839 27.35% 3.492%

36 26.097 3909 3916 3925 rVB4 33514 107671 6.82% 0.871%

Sum of corrected areas: 12364777
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

PUISESES
1000000
800000
600000

400000

200000

TIC: BG038810.D

7.22
5.61 7.59

8.38
9.24

10.88

8.06

5.14

Time-->

0\*

T T T T T
350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BG038810.D
2004

13.32
16.19

21.73

17.45
14.70

14.14
758 1848048 19.62

05
Time--> 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 20.50 21.00 21.50 22.00 22.50

AUISRSES
1000000
800000
600000

400000

200000

TIC: BG038810.D

25.03
23384, 2399 26.10

0

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3

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

5.14 6.40 ng 55375 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 349 (5.139 min): BG038810.D (-344) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR P R
| 82.9 | 4.80 500 5.20 5.40
S 1 OSNSSS | MEMSUS— - O E m/z 59.00 58.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L L I I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 21.09%
el . 83.0 .
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 500 520 540
5000 m/z 58.00 16.63%
20.0 101.0
20 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4419: 3-Hexanol
59.0 4.80 500 5.20 5.40
m/z 41.00 10.14%
73.0
5000
43.0
31.0
2 L 840 1010 -
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown7.59 Concentration Rank 1

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

7.59 122.19 ng 1057320 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 766 (7.589 min): BG038810.D (-758) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 5o || 80 750 T 1k 7h0 8bo
SRE—P 1| NSPINN N 1| HFPL° . B ETPE, 2 SEN f| N— m/z 68.00 39.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 91.0 S SARAARARSN RN ARRSRY
7.20 7.40 7.60 7.80 8.00
70.0 m/z 133.90 32.87%
310 440
- . 86.0 | 116.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132.0
720 740 7.60 7.80 8.00
5000 m/z 66.00 29.36%
67.0
80.0 91.0
420 %0 | || | 1060170
mz> 10 20 30 40 50 60 70 80 60 100 110 130 130 140
Abundance #14491: 5-Aminoindole LI L L L B L N BB B
132.0 7.20 7.40 7.60 7.80 8.00

m/z 69.00 18.62%

5000

104.0
66.0
140 270 300 510 %80 770 o0 | 4450

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl7.58 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.58 2.04 ng 45236 Phenanthrene-d10 17.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6(1H.3H.5H)-Pvrimidinetrione... 342 C15H30N203Si2 052937-65-2 38
2 4H-1-Benzopvran-4-one. 5.6.7-tri... 342 C19H1806 001168-42-9 27
3 6.8-Difluoro-2.2.4.4.6.7.7.8.9.9... 404 C10H30F203Si6 1000311-72-2 25
N-I3-(Acridin-9-vlamino)-phenvl1... 327 C21H17N30 1000317-72-9 22
5 N-[4-(Acridin-9-ylamino)-phenyl]... 327 C21H17N30 1000317-35-4 22
Abundance Scan 2466 (17.577 min): BG038810.D (-2461) (-) m/z 326.90 100.00%
326.9
405.0
5000
155.9 2529
91.0 194.9 N UL N SN I
45.0 . . 296.9 17.20 17.40 17.60 17.80
2 2218 m/z 405.00  71.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177972: 2,4,6(1H,3H,5H)-Pyrimidinetrione, 5-ethyl-5-(1-me...
327.0
73.0 285.0

5000

17.20 17.40 17.60 17.80
m/z 155.90  39.45%

213.0 9550

84.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #178198: 4H-1-Benzopyran-4-one, 5,6,7-trimethoxy-2-(4-meth...
327.0
R L R
17.20 17.40 17.60 17.80
5000 m/z 252.90 33.59%

167.0
53.0 89.0 1320 """ o090 253028j‘-9 \

I B LA AL e L o e o N

m/z--> 50 100 150 200 250 300 350 400
Abundance #213446: 6,8-Difluoro-2,2,4,4,6,7,7,8,9,9-decamethyl-[1,3,... I T e e i
327.0 17.20 17.40 17.60 17.80
m/z 327.90 30.54%
5000 116.0
73.0
8.0 389.0
‘ 147 0 207 253.0 297.0 { ‘
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17. 60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 9
R.T. EstConc Area Relative to ISTD R.T.
20.32 3.23 ng 88396 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3.3".4.4" .,5"-he... 358 C12H4CIl6 069782-90-7 72
2 2.7-Dibromopvrene 358 C16H8Br2 102587-98-4 30
3 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 25
4 Pvridine-3-carbonitrile. 2-(2-ch... 360 C17H10CIFN2S2 298687-66-8 20
5 4,4"3"-Trichlorodiphenylsulfide 288 C12H7CI3S 1000283-58-7 20
Abundance Scan 2933 (20.321 min): BG038810.D (- 2928) ) m/z 289.80 100.00%
361.7
5000 57.0 217.8
. 3248
. ' : 20.00 20.20 20.40 20.60
; .... m/z 361.70 83.84%
m/z--> 50 100 150 200 250 300
Abundance #188941: 1,1-Biphenyl, 2,3,3',4,4',5-hexachloro-
144.0 2900
5000 109.0 " 20.00 20.20 20.40 20.60
218.0 0
w0 740 0 | . h m/z 359.70 81.13%
,U.h., | B N E—
m/z--> 50 100 150 200 250 300
Abundance #189058: 2,7-Dibromopyrene
360.0
200.0 20.00 20.20 20.40 20.60
5000 100.0 m/z 287.80 72 .15%
279.0
360630 , | 1400 173p | I
m/z--> 50 100 150 200 250 300 350
Abundance #190928: N,N'-di-2-Naphthyl-p-phenylenediamine
360.0 20.00 20.20 20.40 20.60
m/z 357.70 49 _36%
5000 115.0
39.0 770
I\!LHH “ \l LI“ hhl‘ll4jw39 L:‘il le hlll |@4|.”40| —— — :
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

C:\Database\NIST11.L
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 2,27,3,5,6,6"-Hexachloro-1,... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.60 3.57 ng 97577 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.27.3.5.6.6"-Hexachloro-1.1"-bi... 358 C12H4CIl6 068194-09-2 99
2 2.3.3".47 .57 .6-Hexachloro-1.1"-b... 358 C12H4CIl6 074472-45-0 98
3 2.3.3".4.5" .6-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-43-8 98
4 2.27.3.4.6.6"-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-40-5 96
5 2,3,3",47,5,5"-Hexachloro-1,1"-b... 358 C12H4CIl6 039635-34-2 96

Abundance Scan 2980 (20.597 min): BG038810.D (-2976) (-) m/z 359.70 100.00%
289.8 359.7
5000
109.0 144.9
73.9 181.8 20.20 20.40 20.60 20.80 21.00
m/z 289.80 89.04%
m/z--> 50 100 150 200 250 300 350
Abundance #188880: 2,2',3,5,6,6'-Hexachloro-1,1'"-biphenyl
360.0
5000 290.0
20.20 20.40 20.60 20.80 21.00
218.0 m/z 361.70 86.96%
156,0182.0 | 240 325.0
m/z--> ‘50 100 150 200 250 300 350
Abundance #188893: 2,3,3',4',5',6-Hexachloro-1,1'-biphenyl
360.0
20.20 20.40 20.60 20.80 21.00
5000 290.0 m/z 287.80 76 .18%
218 0 \
I ..1590}%%? | ?Sﬁo ‘ .3?90.
m/z--> 50 100 150 200 250 300
Abundance #188871: 2,3,3',4,5',6-Hexachloro-1,1"-biphenyl
360.0 20.20 20.40 20.60 20.80 21.00
m/z 357.70 57 .35%
5000 290.0
145.0
218.0
o 130 2090 "7 1000 280 20 | e
m/z--> 50 100 150 200 2éo 300 350 20.20 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2,3,3",4,4",6-Hexachloro-1,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.93 2.82 ng 77266 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.3".4.47 .6-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-42-7 99
2 1.1"-Biphenvl. 2.3".4.47 .5.5"-he... 358 C12H4CIl6 052663-72-6 99
3 2.3.3".4.5.5"-Hexachloro-1.1"-bi... 358 C12H4CI6 039635-35-3 99
4 2.3.4.4" .5.6-Hexachloro-1.1"-bip... 358 C12H4CI6 041411-63-6 99
5 1,1"-Biphenyl, 2,2",4,4%,5,5"-he... 358 C12H4CI6 035065-27-1 99
Abundance Scan 3037 (20.932 min): BG038810.D (-3028) (-) m/z 359.70 100.00%
289.8 359.7
5000
219.9
95.0 143.9 326.8
41.0 69.0 80.9 253.8 20.60 20.80 21.00 21.20
NMENE | NS N m/z 289.80 87.22%
m/z--> 50 100 150 200 250 300 350
Abundance #188883: 2,3,3',4,4',6-Hexachloro-1,1'"-biphenyl
360.0
5000

290.0 20.60 20.80 21.00 21.20
m/z 361.70 76.70%

aq0 730 1090 1450 4854 2180 o559

m/z--> 50 100 150 200 250 300 350
Abundance #188927: 1,1-Biphenyl, 2,3',4,4',5,5-hexachloro-
360.0
20.60 20.80 21.00 21.20
5000 m/z 287.80 63.07%
290.0
145.0
410 740 1090 D0 1520 2180 3540 || a0
m/z--> 50 100 150 200 250 300 350
Abundance #188881: 2,3,3',4,5,5'-Hexachloro-1,1"-biphenyl
360.0 20.60 20.80 21.00 21.20
m/z 357.70 46.08%
5000
290.0
a0 730 1000 1450 1990 2180 2549 H\ 324.0
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Oxalic acid, isobutyl hepta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.32 4.57 ng 124899 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 87
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 87
3 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 86
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 86
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 86
Abundance Scan 3103 (21.320 min): BG038810.D (-3099) (-) m/z 57.00 100.00%
57.0
5000 \AJ\A/\/“
M “‘ 206.9 21.00 21,20 21.40 21.60
...,....,J.l.l-.si“.'.l:.-,'..~=225?.'9.3T(’,4.'9.3??“3.-9..,....,....,....,... m/z 43.00 86.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester
57.0
5000 A U SRR IR
21.00 21.20 21.40 21.60
m/z 55.00 52.10%
11.0 283.0
L0 2007
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239098: Tetracosy! heptafluorobutyrate
57.0
21.00 21.20 21.40 21.60
5000 m/z 41.00 43.58%
11.0
} | 1690 595 0264.0 336.0381.0 532.0 MMAMMMWAN%W]\meUWNM%NNM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240603: Triacontyl pentafluoropropionate A E e
57.0 21.00 21.20 21.40 21.60
m/z 69.00 38.90%
- il wMVWMuwM»NM¢/\““WV%MW\NMW
‘ ‘ J, 153.0106.0  264.0  334.0377.0420. 0465 0 566.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038810.D

Aca On : 22 Dec 2018 9:59

Operator : JU/SJ

Sample : J6446-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 9 Nonadecane, 9-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.48 2.79 ng 76449 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Hexadecane 226 Cl16H34 000544-76-3 81
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
Abundance Scan 3300 (22.477 min): BG038810.D (-3295) (-) m/z 57.00 100.00%
57.0
99. HSR LR BN BN U
22.20 22.40 22.60 22.80
140.9 183.0 2429  304.0
...,...."1 e m 2 NS08 "m/z 43.00 56.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129502: Nonadecane, 9-methyl-
57.0
5000 LU SRR B BRI SO
22120 22.40 22.60 22.80
99.0 140.0 m/z 71.00 50.61%
. |1, 1830 2240 267.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane
57.0
22.20 22.40 22.60 22.80
5000 m/z 85.00 32.19%
99.0
‘ ||l |y 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 1éo 200 250 300 350 400 '
Abundance #209566: Octacosane B A B R
57.0 22.20 22.40 22.60 22.80
m/z 55.00 25.89%
o J‘M-AWJ\[\‘WW
99.0
250 | |l 1 J , 141.0 183.0 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 ' 22120 22.40 22.60 22.80

8270-BG121218.M Mon Dec 24 15:52:07 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Cyclotetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.52 3.41 ng 93407 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 86
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 53
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 49
4 Cvclopentane. 1l-pentvl-2-propvl- 182 C13H26 062199-51-3 49
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 49
Abundance Scan 3307 (22.519 min): BG038810.D (-3304) (-) m/z 55.00 100.00%
54.0
T WMNWWANW}A\NWMWWWVM
5000
‘ | 1849 227.0 2649 3000 397.2 2220 2240 2260 2280
e m/z 43.00 77 .97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58280: Cyclotetradecane
54,
5000 9r.0 INUMBARBARRANABSRUAER
22120 22.40 22.60 22.80
m/z 57.00 72 .38%
2510 JPF 0 167, 0'%0
m/z--> 50 100 150 260 250 300 350 400
Abundance #207396: Bromoacetic acid, octadecyl ester
43.0
22.20 22.40 22.60 22.80
5000 m/z 97.00 68.86%
21.0
ﬂ | ? H; 230 2080 2900 2970
m/z--> 50 100 150 200 2éo " 300 350 400
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- I R R AR
50 970 22.20 22.40 22.60 22.80
' m/z 83.00 61.35%
5000
153.0
...‘lM.I.k|....|....|.22.4:0. T e o
m/z--> 50 100 150 200 250 300 350 400 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown23.18 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.18 2.70 ng 73988 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 38
2 Undecane 156 Cl11H24 001120-21-4 38
3 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 38
4 Heptadecane 240 C17H36 000629-78-7 30
5 Silane, 1-butenyltrimethyl- 128 C7H16Si 018291-95-7 30
Abundance Scan 3420 (23.182 min): BG038810.D (-3416) (-) m/z 57.00 100.00%
0
5000
112.0 L A SRR SR UL
154.0182.9 225.1 p559283.9 3200 .., ¢ 22.80 23.00 23.20 23.40
m/z 59.00 96.16%
m/z--> 50 100 150 200 250 300 350
Abundance #19156: Decane
57.0
5000
85.0 22.80 23.00 23.20 23.40
29.0 m/z 43.00 81.51%
LI L gszoreo
T T T T T T T II I‘ T T Il I T T T T I T T T T T T T T T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #28421: Undecane
57.0
22.80 23.00 23.20 23.40
5000 m/z 55.00 75.30%
85.0
29.0
I‘ \}‘ ” A nll?'o 15?'0
m/z--> - '55' ' "160" "150" ' éooll "2éo" "300" "350
Abundance #174697: 13-Docosenamide, (2)- R B e B
59.0 22.80 23.00 23.20 23.40
m/z 72.00 62.07%
5000
137.0
‘ 97.0 ‘
I \‘ WU )| 16501030  240.0267.02040 3370
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 3&'30 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.99 6.35 ng 137043 Perylene-d12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 90
2 Hexacosane 366 C26H54 000630-01-3 83
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 3557 (23.987 min): BG038810.D (-3551) (-) m/z 57.00 100.00%
51.0
5000 MJ\KW\
LU PRI BN I
155.0  206.9 252.9 23.60 23.80 24.00 24.20 24.40
— A J || Btk gy 2020 689 4221 L4300 68.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105891: Heptadecane, 3-methyl-
51.0
5000 AU IR SR B
23.60 23.80 24.00 24.20 24.40
m/z 71.00 51.28%
90 .10 650 225.0
I|III|I.I|IJIIIIIAIIIJI‘;I' B B o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194495; Hexacosane
57.0
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.00 35.79%
99.0
260 | | | | ; 110 1830 2250 267.0 3090 360.0
m/z--> 50 100 150 260 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- A R LMt
57.0 23.60 23.80 24.00 24.20 24.40
m/z 55.00 27 .73%
113.0
260) | | o j ||, 1830 2530
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038810.D

Aca On - 22 Dec 2018 9:59

Operator : JU/SJ

ﬁ?ggle i J6446-19 P001-55023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.10 4.99 ng 107671 Perylene-di12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Dodecane 170 C12H26 000112-40-3 83
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 80
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 80
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
Abundance Scan 3917 (26.103 min): BG038810.D (-3909) (-) m/z 57.00 100.00%
57.0
5000

85.0

1551 1969 2489 3020 g5 25.80 26.00 26.20 26.40
; m/z 43.00 50.34%

13.0

!

m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LA L L L L LN |
85.0 25.80 26.00 26.20 26.40
29.0 m/z 71.00 45 _.52%
| l ] ﬁ13°141016901970225025302820
il I B e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #38318: Dodecane
57.0
e
25.80 26.00 26.20 26.40
5000 m/z 41.00 21.02%
85.0
29.0
“ \ ” | \113.0141 0170.0
ol A | | | . |
L B o L B o e T
m/z--> 50 100 150 200 250 300 350
Abundance #125656: Sulfurous acid, butyl decyl ester R EmEE A R aRa]
57.0 25.80 26.00 26.20 26.40
m/z 69.00 20.46%
5000 85.0
29.0 141.0
\‘ Il I ” T MI J Lg-lzlo | ) 193.0

m/z--> 50 100 150 200 250 300 350 25 80 26. 00 26. 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG122118\

Data File : BG038810.D

Acq On = 22 Dec 2018 9:59

Operator : JU/SJ

3?22 le J6446-19 P001-SS023-0612-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.14 6.4 ng 55375 1 8.06 173069 20.0
unknown7 .59 7.59 122.2 ng 1057320 1 8.06 173069 20.0
unknownl17 .58 17.58 2.0 ng 45236 4 17.45 444264 20.0
1,1"-Biphenyl, 2,... 20.32 3.2 ng 88396 5 21.73 547073 20.0
2,2",3,5,6,6"-Hex... 20.60 3.6 ng 97577 5 21.73 547073 20.0
2,3,3",4,47 ,6-Hex... 20.93 2.8 ng 77266 5 21.73 547073 20.0
Oxalic acid, isob... 21.32 4.6 ng 124899 5 21.73 547073 20.0
Nonadecane, 9-met... 22.48 2.8 ng 76449 5 21.73 547073 20.0
Cyclotetradecane 22.52 3.4 ng 93407 5 21.73 547073 20.0
unknown23.18 23.18 2.7 ng 73988 5 21.73 547073 20.0
Heptadecane, 3-me... 23.99 6.3 ng 137043 6 25.03 431839 20.0
Eicosane 26.10 5.0 ng 107671 6 25.03 431839 20.0
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