LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample : K3484-01

Misc :

ALS Vial : 4 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-BG062619 .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 3.866 128 132 140 rVB3 15384 28496 2.65% 0.374%
2 4 _.559 246 250 256 rBV 42104 60416 5.62% 0.793%
3 5.094 334 341 346 rBV2 19163 35334 3.29% 0.464%
4 7.080 674 679 684 rVB 29015 39277 3.66% 0.516%
5 8.032 834 841 848 rBV 100590 177399 16.51% 2.329%
6 8.349 889 895 904 rBV 197535 350497 32.62% 4.601%
7 9.213 1035 1042 1054 rBV 159006 306827 28.56% 4.028%
8 9.407 1070 1075 1080 rVvB4 6859 12420 1.16% 0.163%
9 9.524 1088 1095 1102 rBV3 18159 31308 2.91% 0.411%
10 10.852 1314 1321 1329 rBvV 133933 244408 22.75% 3.209%
11 12.027 1512 1521 1526 rVB3 10389 18048 1.68% 0.237%
12 12.356 1570 1577 1583 rBvV 43736 84972 7.91% 1.116%

13 13.296 1730 1737 1744 rBV 476764 730753 68.01% 9.593%
14 13.537 1772 1778 1789 rVvB2 116307 218387 20.32% 2.867%

15 14.007 1854 1858 1865 rVB5 10623 18207 1.69% 0.239%
16 14.119 1868 1877 1882 rBV 25790 42923 3.99% 0.563%
17 14.589 1953 1957 1960 rBvV4 12297 17744 1.65% 0.233%
18 14.677 1960 1972 1986 rVB 262239 522948 48.67% 6.865%
19 15.382 2086 2092 2094 rVVv3 14612 21038 1.96% 0.276%
20 15.417 2094 2098 2105 rVB4 20023 38983 3.63% 0.512%
21 15.558 2119 2122 2128 rVBS8 10150 14463 1.35% 0.190%
22 16.281 2241 2245 2248 rBV5 6685 10991 1.02% 0.144%

23 17.427 2434 2440 2448 rBV2 327220 513750 47.81% 6.745%
24 18.285 2582 2586 2597 rBV5 65864 162744 15.15% 2.137%
25 20.024 2877 2882 2887 rBV 855633 1074507 100.00% 14.106%

26 21.293 3095 3098 3101 rVB 47204 53456 4._.97% 0.702%
27 21.698 3161 3167 3173 rVB 358063 594036 55.28% 7.799%
28 21.833 3187 3190 3196 rVB 83931 114752 10.68% 1.506%
29 22.444 3290 3294 3300 rVB 119498 192328 17.90% 2.525%
30 23.144 3407 3413 3421 rBV 152995 274375 25.53% 3.602%

31 23.337 3441 3446 3451 rVB 94833 179573 16.71% 2.357%
32 23.954 3544 3551 3565 rVB 148017 349798 32.55% 4._.592%
33 24.906 3706 3713 3718 rBV3 115138 280185 26.08% 3.678%
34 24.983 3719 3726 3738 rVvB2 197171 563238 52.42% 7.394%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample : K3484-01

Misc :

ALS Vial : 4 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

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 26.046 3900 3907 3920 rVB3 77586 238688 22.21% 3.134%

Sum of corrected areas: 7617269
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG041482.D
1000000

800000
600000

400000

200000 9.21
8.03 10.85
4.56
7.08 2.36
ku 387 0 509 QQ@Z AA 203

e e e e e e e

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 8. 50 9. OO 9. 50 10. OO 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG041482.D
1000000 20.02

800000

600000
13.30 21.70

17.43

400000

2109 R1.83 22.44

200000
13.54

(O i o e e e e e B e B LA e o s e o o o L B e o i

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
Abundance TIC: BG041482.D
1000000

800000

600000

400000

200000

MM ——

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\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Disulfide, dimethyl Concentration Rank 15

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

3.87 3.21 ng 28496 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 94
2 1.2-Ethanedithiol 94 C2H6S2 000540-63-6 43
3 Dimethvl sulfone 94 C2H602S 000067-71-0 37
4 2-Hexen-4-vne. 2-methvl- 94 C7H10 058275-93-7 23
5 3-Cyclohexene-1-acetaldehyde, .a... 152 C10H160 029548-14-9 17

Abundance Scan 133 (3.872 min): BG041482.D (-128) (-) m/z 93.95 100.00%
]
5000 45
64 RSN AR SRS L
243 327 3.60 3.80 4.00 4.20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #2536: Disulfide, dimethyl
]
5000
3.60 3.80 4.00 4.20
4 m/z 44.95 48.60%
ol 27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #2532: 1,2-Ethanedithiol
]
3.60 3.80 4.00 4.20
5000{ o7 m/z 46.00 29.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #2527: Dimethy! sulfone _- e
79 3.60 3.80 4.00 4.20
m/z 46.95 23.67%
5000
15
48
o....‘,.ﬁ:.,.ﬂ!..,ﬂ...‘...: .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Cyclotrisiloxane, hexamethyl- Concentration Rank 8

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

4._.56 6.81 ng 60416 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 83
2 Arsenous acid. tris(trimethvlsil... 342 C9H27As03Si3 055429-29-3 64
3 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 50
4 4-Cvclohexene-1.2-dicarboximide.... 207 C12H17NO2 028916-00-9 42
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 39

Abundance Scan 250 (4.559 min): BGO414:|)82.D (-246) (-) m/z 207.00 100.00%
207
5000
191 420 440 460 480
40 96 133 . : , ,
Obrrrprreb Sty otk ey || M7z 207.95 20 96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79617: Cyclotrisiloxane, hd()axamethyl
207
5000 AR LR RN AR
420 4.40 4.60 4.80
9% m/z 208.90 14.87%
15 45 75 | 11513[3 163 |1?1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #178799: Arsenous acid, trls(trlgethylsnyl) ester
207
420 440 460 480
5000 m/z 190.90 10.37%
73 105 133 191
oh 274 | 89 | | 149165 \ I 239 327
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67017: Benzo[h]quinoline, 2,4-dimethyl- A L R
207 420 4.40 4.60 4.80
m/z 133.00 5.79%
5000
0 39 63 87 115 139 165 191 n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 420 440 460 480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.09 3.98 ng 35334 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 5-Hexen-2-one 98 C6H100 000109-49-9 11
4 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 340 (5.088 min): BG041482.D (-334) (-) m/z 43.00 100.00%
a3
59
5000
T 450 500 520 540
83 : : : :
o A 73 126 m/z 59.00 58.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 L R R S UL
4.80 5.00 5.20 5.40
59 101 m/z 101.00 21.09%
o o7 35, 51,|| 67 83 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 5.00 520 540
5000 m/z 58.00 20.59%
29 101
N I P L 73 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3159: 5-Hexen-2-one
43 4.80 5.00 520 5.40
m/z 41.00 18.91%
5000
55
o Al leam 8 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 4 Benzoic acid, 4-methyl-2-tr... Concentration Rank 12

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

7.08 4.43 ng 39277 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-methvl-2-trimeth... 296 C14H2403Si2 1000153-59-3 50
2 trans-4-Dimethvlamino-4"-methoxyv... 281 C18H19NO2 052119-37-6 47
3 4H-1.2.4-Triazole-3-thiol. 4-all... 281 C16H15N3S 031803-13-1 43
4 4-Amino-5-(4-acetviphenvlazo)ben... 281 C14H11N502 166766-09-2 43
5 Benzoic acid, 5-methyl-2-trimeth... 296 C14H2403Si2 1000153-59-4 42

Abundance Scan 679 (7.080 min): BG041482.D (-674) (-) m/z 280.95 100.00%
281
5000
40 73 133 191207 249265 '6.80 7.00 7.20 7.40
Obrrrrrrrbrr o et bt b bbb || M/Zz 282.00 27 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140717: Benzoic acid, 4-methyl-2-trimethylsilyloxy-, trim...
281
73
5000 L I I UL UL
6.80 7.00 7.20 7.40
149 207 m/z 283.00 19.37%
o P 89 105 13377165 189 7] 2%3 247263 | 296
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 2éo 280 300
Abundance #128405: trans-4-Dimethylamino-4'-methoxychalcone
281
680 7.00 7.20 7.40
5000 m/z 264.90 10.95%
121 4 250266
ois a2 e | M6 | 19209 gyl | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128309: 4H-1,2,4-Triazole-3-thiol, 4-allyl-5-(1-naphthylm... A
281 6.80 7.00 7.20 7.40
167 m/z 190.90 10.39%
5000
o} .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 6 Cyclopentasiloxane, decamet... Concentration Rank 16

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

9.52 2.56 ng 31308 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentasiloxane. decamethvl- 370 C10H3005S15 000541-02-6 83
2 3.6-Bis(N.N-dimethvlamino)-9-met... 267 C17H21N3 119046-55-8 38
3 6H-Indolol2.3-bTlauinoxaline. 10-... 267 C15H10CIN3 1000319-70-8 38
4 6-Chloro-2.3-dimethvl-4-phenvlau... 267 C17H14CIN 022609-11-6 38
5 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 35

Abundance Scan 1094 (9.518 min): BG041482.D (-1088) (-) m/z 73.00 100.00%
7B
267
5000 355
a5 193 223 249 9.20 9.40 9.60 9.80
ol e e Tm/z 266.90 62.72%
m/z--> 50 100 150 200 250 300 350
Abundance #196318: Cyclopentasiloxane, decamethy!-
355
73
267
5000 BN AR AR AR AR
9.20 9.40 9.60 9.80
m/z 355.00 38.75%
2745 | 103 133 162 193 223 249 | 93 323
m/z--> 50 100 150 200 250 300 350
Abundance #116565: 3,6-Bis(N,N-dimethylamino)-9-methylcarbazole
267
920 9.40 9.60 9.80
5000 m/z 356.00 13.84%
42
oL L 63 9011113315 2
m/z--> " 50 100 150 200 250 300 350
Abundance #116368: 6H-Indolo[2,3-b]quinoxaline, 10-chloro-7-methyl- B e R
267 9.20 9.40 9.60 9.80
m/z 192.90 12.13%
5000
232
116
oL 3% 75 99 | 135152 177 205 | ﬂ
m/z--> 50 100 150 200 250 300 350 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Indole Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.36 6.95 ng 84972 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 94
2 Indolizine 117 C8H7N 000274-40-8 91
3 5H-1-Pvrindine 117 C8H7N 000270-91-7 91
4 Benzonitrile. 2-methvyl- 117 C8H7N 000529-19-1 91
5 Benzyl nitrile 117 C8H7N 000140-29-4 90
Abundance Scan 1578 (12.362 min): BG041482.D (-1570) (-) m/z 117.00 100.00%
117
5000 89
63
39 51 | 74 137 12.00 12.20 12.40 12.60
Ot el ettt e e m/z 89.00 43.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8573: Indole
117
5000 UL UL KRN IR
90 12.00 12.20 12.40 12.60
m/z 90.00 40.37%
63
o 28 39 50 | 74 102
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8577: Indolizine

12.00 12.20 12.40 12.60
m/z 63.00 15.11%

5000

0!
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8578: 5H-1-Pyrindine
117 12.00 12.20 12.40 12.60
% m/z 116.10  9.51%

5000

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60

8270-BG062619.M Fri Jun 28 16:30:43 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.54 8.35 ng 218387 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Acetaminophen 151 C8HIONO2 000103-90-2 53
3 Metacetamol 151 C8HONO2 000621-42-1 53
4 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 53
5 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 53
Abundance Scan 1778 (13.537 min): BG041482.D (-1772) (-) m/z 43.00 100.00%
43
109
5000 151
57 69 85 RSN NSNS S
123 169 13.20 13.40 13.60 13.80
) N .',| eoellol g7 22307 189 100 7 T100.00 70.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 AR NABSUVERUNEER &
13120 13.40 13.60 13.80
57 69 85 m/z 151.10 45 _52%
JLs 2 || s A RO 9 12 am
m/z--> 20 40 60 80 160 120 140 160 180 200
Abundance #24786: Acetaminophen
109
13.20 1340 13.60 13.80
5000 m/z 41.00 21.81%
151
43 80
0 27 ‘ §4 65 h 94 || 122135
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24778: Metacetamol R Eammma e
109 13.20 13.40 13.60 13.80
m/z 69.00 15.69%
5000
151
o 27 55 68 | 94 | 122135 |
L UL UL UL I S LU SRR IR SRR I rprrrrprTTT T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 9 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.28 6.34 ng 162744 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2585 (18.279 min): BG041482.D (-2582) (-) m/z 60.00 100.00%
43
5000 129 213
83 97 157171 256
111 1 185,99 | 227 . 274 18.00 18.20 18.40 18.60
0 m/z 73.00 94 _.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129

18.00 18.20 18.40 18.60

83
m/z 43.00 85.59%
213
J‘“ 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 | B
| R R
18.00 18.20 18.40 18.60
5000 129 m/z 55.00 75.30%
29
143157
ob2s L LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid N EBEEEEEE S S
43 1 3 18.00 18.20 18.40 18.60
5 m/z 41.00 74 .36%
5000 129
29
143 199 242
‘ | 157171185
0..1.5,.‘a..‘i:‘.. L L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound R

eport

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Pentadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.83 3.86 ng 114752 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Dodecane 170 C12H26 000112-40-3 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87

Abundance Scan 3189 (21.827 min): BG041482.D (-3187) (-) m/z 57.05 100.00%
57
5000 \%4/\»\%
LA BRI USRI UL BUR
3 145 197 309 21.60 21.80 22.00 22.20
ol 10\ 2R 28 m/z 43.10  72.63%
m/z--> 50 100 150 200 250 300 350
Abundance #71394: Pentadecane
57
5000 85 LA BUSLLILE USRI UL BURR
21.60 21.80 22.00 22.20
29 m/z 71.05 65.23%
113 141 168 212
OﬂJLwl'I”J'ﬁ'"”"l' L L L ) L I
m/z--> 50 100 150 200 250 300 350
Abundance #38316: Dodecane
43
- 2160 21.80 22.00 22.20
5000 m/z 85.05 44 .18%
‘ ‘ 98 127 170
Ou‘u‘u‘luJu‘u‘u||“|‘|||||||||||| ——— T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R ARARREEE R
57 21.60 21.80 22.00 22.20
m/z 41.00 34.43%
- 1 WM
. 29 j Iy M3, 141 160 197 225 253 295 323 367
m/z--> 5|0 1(I)O 1é0 200 ZéO 3(I)O 3é0 21.I60 21.I8O 22.|00 22.|20

8270-BG062619.M Fri Jun 28 16:30:45 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22 .44 6.48 ng 192328 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3293 (22.438 min): BG041482.D (-3290) (-) m/z 57.00 100.00%

g7

5000 85

5

22.20 22.40 22.60 22.80
3 109127 185 179197218 230 269 295 317337385
o...~..l|“9 > L2020 200 295 3173373 m/z 43.10 68.48%

m/z--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane

%

5000 85 LA L B L L L L LB
22. 20 22. 40 22. 60 22. 80
29 113 268 m/z 71.00 54.76%
UL d P a0 107 oo
o1 5 W A A B A L+
m/z--> 50 1 O 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57
RS R R
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 39.28%
29
113
o L‘ L |7 asrt9S 183 211 258
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R B
57 22.20 22.40 22.60 22.80
m/z 55.00 26.45%
- T M“““¢¢“¢Mww»m}\wwwwANWAHNww
29 113
oL | “ | M 141 169 197 225 253 281 309 338
— A e L B
m/z--> 50 100 150 200 250 300 350 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Dodecane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.14 9.24 ng 274375 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 91
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 91
3 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3412 (23.138 min): BG041482.D (-3407) (-) m/z 57.10 100.00%
57
113 22.80 23.00 23.20 23.40
141 169 221
oL b 109196220 209 281300 357 SRt e e 50m
m/z--> 50 100 150 200 250 300 350 400
Abundance #48854: Dodecane, 2-methyl-
5000 AR R BARRE
22'80 23.00 23.20 23.40
29 141 m/z 71.05 61.69%
Jll3 169
OlllIIIIIIIIIII""I""""I""I""IIII
m/z--> 100 150 200 250 300 350 400
Abundance #105898: Heptadecane, 8-methyl-
g7
85 22.80 23.00 23.20 23.40
5000 m/z 85.10 46 .65%
126
154
0 \ ‘\ e u | l I 183 211 239
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- L e B e
57 22.80 23.00 23.20 23.40
m/z 55.00 30.60%
h i “WwW$WMNMMN/\”*w”quMMww
113 141 169 337
o3 A u Ly 7 109197 225 253 295 %37 364 393 420 —
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40

8270-BG062619.M Fri Jun 28 16:30:46 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

23.34 6.05 ng 179573 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
2 Supraene 410 C30H50 007683-64-9 72
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
4 4-Methyl-1.5-Heptadiene 110 C8H14 000998-94-7 64
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64

Abundance Scan 3446 (23.337 min): BG041482.D (-3441) (-) m/z 69.00 100.00%

69
5000
41

95 T UL TTTT TT 1T UL 1
121 149 23. 00 23. 20 23. 40 23 60
176 207 231 257 281 341
ol -n..ll,w.‘.i, oruites el o C EN— m/z 81.00 47.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69
41
5000 LA LI L L L L B LB B I

23. OO 23. 20 23.40 23.60
m/z 41.00 26 .94%

95 123
1hd 19 177

o
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
T
23.00 23.20 23.40 23.60
5000 m/z 95.00 16.01%
41
95 137
0 L | 417 } 163 191 217 245 273 299 341 367 410
B Ao we T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #114211: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, aceta...  REaaa e R
69 23.00 23.20 23.40 23.60
m/z 68.00 11.71%
5000 43 93
{ 136
m/z--> 50 100 150 200 250 300 350 400 23. 00 23. 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 14 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.95 12.42 ng 349798 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Tricosane 324 C23H48 000638-67-5 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
Abundance Scan 3550 (23.948 min): BG041482.D (-3544) (-) m/z 57.05 100.00%
57
RN AU BRI UL
141 183 211 253 23.60 23.80 24.00 24.20
o — ” '| AR T 220 282 309 341 369 398 426 | ns7 43.00  70.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
57
5000 85 AU DR B
082 Bmmmmmmm
m/z 71.00 63.27%
Ollll III]Jl]‘ ll lllllll.l .12.?.5‘.25:.3...|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
48
RN R BRI UL
71 23.60 23.80 24.00 24.20
5000 m/z 85.00 45 . 79%
99 196
oL ALl T | oosos2ze0
m/z--> 50 100 150 200 250 300 350 400
Abundance #164577: Tricosane T e
57 23.60 23.80 24.00 24.20
m/z 55.00 27 .38%
o 1 N\WM}\’\W/M
29 324
m/z--> 5'0 100 1éo 200 250 300 3&'30 4(')0 23. 60 23. 80 24 00 24. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 15 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .91 9.95 ng 280185 Perylene-d12 24.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3714 (24.912 min): BG041482.D (-3706) (-) m/z 57.05 100.00%
g7
5000
141 24.60 24.80 25.00 25.20
197
ol LLLL “ Lo o189 00210239 267 295,328 | n/z 43.05  77.51%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
g7
85
5000 VLA UL SO IR
24,60 24.80 25.00 25.20
29 m/z 71.05 76.67%
oL L L7020 160 107 200
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
2460 24.80 25.00 25.20
5000 85 m/z 85.10 53.52%
29 113 14
ol ) 1 |y 169 197 225 253 261 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl- e
57 24.60 24.80 25.00 25.20
m/z 55.00 29.16%
-~ | \N\MMJ\Mf”M
113 155
ol Al d e | M s o
m/z--> 50 100 150 200 250 300 350 24,60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041482.D

Aca On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 16 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.05 8.48 ng 238688 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3908 (26.052 min): BG041482.D (-3900) (-) m/z 57.00 100.00%
57
R BRI SO SN B
113 141 169 207 39 25.80 26.00 26.20 26.40
ol | ,J. 207 2% m/z 43.00 60.23%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI UL UL UM B
25.80 26.00 26,20 26.40
m/z 71.10 52.98%
29 113
o | ] i J J ‘1?11169 197 225 253 296
m/z--> 0 50 150 200 250 300 350 '
Abundance #141430. Eicosane, 2-methyl-
57
25,80 26.00 26,20 26,40
5000 P m/z 85.00 49_.13%
29 253
oz T 160 107 5 2
m/z--> 0 50 100 150 260 250 300 350 '
Abundance #209566: Octacosane R e e R
57 25.80 26.00 26.20 26.40
m/z 41.00 23.11%
- 1 NwﬁmﬂkmeWVw/\kMVMMANNUWWW
29
o | ‘ | | 4113 141 169 197 225 253 281 309 337 365 394
m/z--> 0 50 100 1%0 200 250 300 350 ' 25.80 26.00 26,20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062719\
Data File : BG041482.D

Acq On : 27 Jun 2019 9:18

Operator : HP/JU

Sample - K3484-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_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]
Disulfide, dimethyl 3.87 3.2 ng 28496 1 8.03 177399 20.0
Cyclotrisiloxane, ... 4._.56 6.8 ng 60416 1 8.03 177399 20.0
2-Pentanone, 4-hy... 5.09 4.0 ng 35334 1 8.03 177399 20.0
Benzoic acid, 4-m... 7.08 4.4 ng 39277 1 8.03 177399 20.0
Cyclopentasiloxan. .. 9.52 2.6 ng 31308 2 10.85 244408 20.0
Indole 12.36 7.0 ng 84972 2 10.85 244408 20.0
2,4,7,9-Tetrameth... 13.54 8.3 ng 218387 3 14.68 522948 20.0
n-Hexadecanoic acid 18.28 6.3 ng 162744 4 17.43 513750 20.0
Pentadecane 21.83 3.9 ng 114752 5 21.70 594036 20.0
Nonadecane 22 .44 6.5 ng 192328 5 21.70 594036 20.0
Dodecane, 2-methyl- 23.14 9.2 ng 274375 5 21.70 594036 20.0
1,5,9-Undecatrien... 23.34 6.0 ng 179573 5 21.70 594036 20.0
Eicosane 23.95 12.4 ng 349798 6 24.98 563238 20.0
Heptadecane 24.91 9.9 ng 280185 6 24.98 563238 20.0
Heneicosane 26.05 8.5 ng 238688 6 24.98 563238 20.0
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