LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM061217\
Data File : BM010529.D

Acq On : 12 Jun 2017 10:56

Operator : SJ/MA

Sample - PB99660BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 7.075 672 678 692 rBVY 484008 771595 14.43% 1.350%
2 7.234 698 705 713 rBVY 306027 497435 9.30% 0.870%
3 7.428 730 738 747 rBv2 558511 894598 16.73% 1.565%
4 7.886 808 816 823 rBV 544816 863524 16.15% 1.511%
5 8.610 932 939 948 rBV 643423 1013091 18.94% 1.773%
6 9.075 1006 1018 1026 rBV 475423 817737 15.29% 1.431%
7 9.786 1132 1139 1146 rBV 489688 793261 14.83% 1.388%
8 10.316 1223 1229 1241 rBV 768180 1305293 24.41% 2.284%
9 10.692 1286 1293 1300 rVB 677207 1129175 21.11% 1.976%
10 10.857 1314 1321 1329 rBV2 655864 1123301 21.00% 1.966%

11 13.939 1839 1845 1856 rBV 1688469 2349026 43.92% 4_.110%
12 14.221 1888 1893 1901 rBV 1541703 2247040 42.01% 3.932%
13 14.527 1938 1945 1952 rVB3 1113025 1704817 31.87% 2.983%
14 14.768 1980 1986 1999 rBV 631177 1090084 20.38% 1.907%
15 15.515 2107 2113 2120 rBV 2142749 3118685 58.31% 5.457%

16 15.645 2128 2135 2142 rBV 637802 932291 17.43% 1.631%
17 15.757 2150 2154 2160 rVB3 36640 53901 1.01% 0.094%
18 17.274 2405 2412 2419 rBV 1701043 2463668 46.06% 4.311%
19 17.374 2422 2429 2438 rVV 2907682 4028272 75.32% 7.049%

20 18.115 2551 2555 2562 rBV7 42335 65604 1.23% 0.115%
21 19.298 2751 2756 2759 rBV3 40486 60512 1.13% 0.106%
22 19.392 2768 2772 2777 rBV7 88072 121116 2.26% 0.212%
23 19.556 2795 2800 2806 rVB5 31602 56017 1.05% 0.098%
24 19.662 2812 2818 2824 rBV 4146997 5299488 99.08% 9.273%
25 19.709 2824 2826 2832 rVB4 54778 82023 1.53% 0.144%

26 21.439 3115 3120 3126 rBV 2956053 3698989 69.16% 6.472%
27 23.521 3470 3474 3479 rVB3 397191 640701 11.98% 1.121%
28 23.627 3485 3492 3502 rVB2 2821008 5348465 100.00% 9.359%
29 23.780 3512 3518 3524 rVB 1653288 3100824 57.98% 5.426%
30 24.174 3581 3585 3592 rVB2 540237 972700 18.19% 1.702%

31 24.938 3710 3715 3722 rVB2 639084 1326912 24.81% 2.322%
32 25.827 3860 3866 3875 rVB4 579554 1431742 26.77% 2.505%
33 26.562 3986 3991 4004 rVB3 910265 3029377 56.64% 5.301%
34 27.968 4224 4230 4243 rVB 1402471 4718989 88.23% 8.257%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM061217\
Data File : BM010529.D

Acq On : 12 Jun 2017 10:56

Operator : SJ/MA

Sample - PB99660BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

Sum of corrected areas: 57150253
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM061217\
Data File : BM010529.D

Acq On : 12 Jun 2017 10:56

Operator : SJ/MA

Sample - PB99660BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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

Abundance TIC: BM010529.D
4000000

3000000
2000000

1000000
10.32
107 743 7.89 10.69.86

| W T Ty v T

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM010529.D

4000000

19.66

3000000 17.37

15.52

17.2
1394, 22 T

14.53

2000000
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1000000
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L T e o L R S N e B e R i = e e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010529.D

4000000

23.63
21.44

3000000
23.78 27.97

2000000

1000000

—

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 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:\HPCHEM1\BNA_M\DATA\BM061217\
Data File : BM010529.D

Acq On : 12 Jun 2017 10:56

Operator : SJ/MA

Sample - PB99660BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.52 4.13 ng/ul 640701 Perylene-d12 23.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 76
2 Hentriacontane 437 C31H64 000630-04-6 76
3 Heptadecane 240 C17H36 000629-78-7 70
4 Tetracosane 338 C24H50 000646-31-1 70
5 Heptacosane 380 C27H56 000593-49-7 68

Abundance Scan 3474 (23.521 min): BM010529.D (-3470) (-) m/z 71.10 100.00%

5000

281 S A RARR R
300 355 401 447476503 s4s 23.20 23.40 23.60 23.80

m/z 57.10 94 _.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane

253

5000 85 ERRARENEEAL Y LS
23.20 23.40 23.60 23.80

m/z 85.10 80.74%

29

‘ | hhﬂh }41169197225253281309337365394

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

57

23.20 23.40 23.60 23.80
5000 85 m/z 43.10 56.24%

113
141169197225253281309337365 437

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94344: Heptadecane e R ARRE ammme e o
57 23.20 23.40 23.60 23.80

m/z 207.10 39.78%

5000 85

29
3}3141169197 240

|
||||||||||||||||||||||||||||||||||||||||||||||||||||| LI L L L L L LB |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM061217\
Data File : BM010529.D

Acq On : 12 Jun 2017 10:56

Operator : SJ/MA

Sample - PB99660BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .17 6.27 ng/ul 972700 Perylene-di12 23.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3584 (24.168 min): BM010529.D (-3581) (-) m/z 71.10 100.00%
!
so00] 43 ]\
99 207 T e T
269 23.80 24.00 24.20 24.40
T JI L -| 1 0Ll 23720 300 357361415 4TATES05538 | BT 10 geL 87w
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane
57
5000 85
23.80 24.00 24.20 24.40
29 m/z 85.20 58.81%
L ‘H Hhﬂ‘ 141160197205053 296

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

57

o e g

23.80 24.00 24.20 24.40

5000 85 m/z 43.10 50.14%

29
113141169197225253281309337365394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48854: Dodecane, 2-methyl- R e e
23.80 24.00 24.20 24.40

m/z 69.10 31.10%

%

5000

5

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 80 24. OO 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM061217\
Data File : BM010529.D

Acq On : 12 Jun 2017 10:56

Operator : SJ/MA

Sample - PB99660BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .94 8.56 ng/ul 1326910 Perylene-di12 23.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 3715 (24.938 min): BM010529.D (-3710) (-) m/z 71.10 100.00%
43 /\
5000
24.60 24.80 25.00 25.20
249 295
B 337 386416 473504 544 m/z 57.10 75 230
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane
57
5000 L BN SR S B
85 24.60 24.80 25.00 25.20
29 m/z 85.20 66.31%
| ‘ ﬂ}3}41;§9197225253281309337 379 421449477506
mz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance
57
24.60 24.80 25.00 25.20
5000 85 m/z 43.10 55.10%
29 13149
169197225253281309337365394
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94351: Hexadecane, 3-methyl-
57 24.60 24.80 25.00 25.20
m/z 69.10 30.06%
5000
85
J 113141 183211240
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM061217\
Data File : BM010529.D

Acq On : 12 Jun 2017 10:56

Operator : SJ/MA

Sample - PB99660BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.83 9.23 ng/ul 1431740 Perylene-di12 23.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Hexacosane 366 C26H54 000630-01-3 83
4 2-methylhexacosane 380 C27H56 1000376-72-7 83
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 83
Abundance Scan 3867 (25.832 min): BM010529.D (-3860) (-) m/z 71.10 100.00%
7
5000{ 43
99
J 27155 207 2 2560 25.80 26.00 26.20
251 329357 429 : : : :
b i) L 250 | 329357 300428 a6 503535 T e e 79 0%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane
57
5000 85
25.60 25.80 26.00 26.20
29 m/z 85.10 72.19%
|1 | 113141160197226
m/z--> éo 160 150 200 250 300 350 400 450 500 550
Abundance
57
25.60 25.80 26.00 26.20
5000 85 m/z 43.10 43.51%
3141 183211239267296
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane L L L N B BN LA B
57 25.60 25.80 26.00 26.20
m/z 99.15 30.48%
5000 85
113
20 L] }41169197225253 205 366
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM061217\
Data File : BM010529.D

Acq On : 12 Jun 2017 10:56

Operator : SJ/MA

Sample - PB99660BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA 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 5 Cyclononasiloxane, octadeca... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

26.56  19.54 ng/ul 3029380  Perylene-d12 23.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si19 000556-71-8 86
2 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 25
3 Trisiloxane, octamethyl- 236 C8H2402Si3 000107-51-7 22
4 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 16
5 tert-Butyl-[2-(tertbutyldimethyl... 366 C20H3802Si2 1000373-40-4 12

Abundance Scan 3991 (26.562 min): BM010529.D (-3986) (-) m/z 221.10 100.00%
147 241
73
281
5000 355
5 29 26.20 26.40 26.60 26.80
461 503 . - : -
L sor ) oaeol| 0B lliser 461 %03ss7 147,10 82.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
5000 281 L o B
26.20 26.40 26.60 26.80
‘ m/z 73.10 66.51%
475
SN NN NN i HNNE NU_— h....‘....,l.‘..,.... SN2 3
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
147 221
R RE e e
73 26.20 26.40 26.60 26.80
5000 m/z 281.10 56.37%
279 WNMWWWWM/\VWMAWW%M
28 115 | 189
I R o o o o B B o N R S RERAR RN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #91074: Trisiloxane, octamethyl- N BaEEE
221 26.20 26.40 26.60 26.80
m/z 355.10 40.78%
73
5000
28 115147 189
RS A o B o B o o o N N e S RERAR R R RE e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 26. 20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM061217\
Data File : BM010529.D

Acq On : 12 Jun 2017 10:56

Operator : SJ/MA

Sample - PB99660BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA 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 6 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.97 30.44 ng/ul 4718990 Perylene-d12 23.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane, hexadecamethyl- 532 C16H4806Si17 000541-01-5 49
2 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 47
3 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 40
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25
5 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 25
Abundance Scan 4230 (27.968 min): BM010529.D (-4224) (-) m/z 221.10 100.00%
2‘ 1
147
73
5000 281 /
355
, 9 27.60 27.80 28.00 28.20
503 : : : :
36 1304, 100 LS .1.3%.1,.13:5’,7...[.7‘.6?..,..“3.3.7,....,....,.. m/z 147.10 75.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73
5000 147 A SR SN IV
281 27.60 27.80 28,00 28.20
m/z 73.10 65.34%
109 | 189 | ||| \ hL 397429 517
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
221
27.60 27.80 28.00 28.20
5000 147 m/z 281.10 50.12%
77
41 116
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethyl- R mE T o R
78 147 221 429 27.60 27.80 28.00 28.20
m/z 355.10 33.56%
355
5000 281
475
SRS NN FS U I Y N R S - e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 27.60 27.80 28.00 28,20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM061217\
Data File : BM010529.D

Acq On : 12 Jun 2017 10:56

Operator : SJ/MA

Sample - PB99660BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA 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]
(DEL) Alkane: Str... 23.52 4.1 ng/ul 640701 6 23.78 3100820 20.0
(DEL) Alkane: Str... 24.17 6.3 ng/ul 972700 6 23.78 3100820 20.0
(DEL) Alkane: Str... 24.94 8.6 ng/ul 1326910 6 23.78 3100820 20.0
(DEL) Alkane: Str... 25.83 9.2 ng/ul 1431740 6 23.78 3100820 20.0
Cyclononasiloxane... 26.56 19.5 ng/ul 3029380 6 23.78 3100820 20.0
unknown-01 27.97 30.4 ng/ul 4718990 6 23.78 3100820 20.0
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