LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 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:\HPCHEM1I\BNA F\METHODS\8270-BF010918.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 4.934 477 484 493 rVB 185128 284400 7.11% 0.667%
2 5.334 546 552 555 rBY 3417088 3767606 94.22% 8.832%
3 6.363 720 727 731 rBVY 3256630 3998627 100.00% 9.374%
4 6.492 744 749 752 rBVY 3890183 3795920 94.93% 8.899%
5 6.722 784 788 791 rBVY 1140861 949700 23.75% 2.226%
6 6.875 810 814 818 rVB 3106956 2896265 72.43% 6.790%
7 7.286 878 884 887 rBY 2378369 2389151 59.75% 5.601%
8 7.475 912 916 919 rBV 186716 149086 3.73% 0.349%
9 8.004 1001 1006 1009 rBV 1330023 1226104 30.66% 2.874%
10 8.557 1096 1100 1104 rBV 190148 144579 3.62% 0.339%

11 9.080 1183 1189 1192 rBV 4373924 3911340 97.82% 9.169%
12 9.469 1252 1255 1259 rBvV 373631 325710 8.15% 0.764%
13 9.751 1299 1303 1307 rBV 1310177 1227252 30.69% 2.877%
14 10.469 1421 1425 1428 rBV 489902 382288 9.56% 0.896%
15 10.545 1433 1438 1441 rBV 2040525 2070967 51.79% 4 _855%

16 11.233 1551 1555 1558 rBV 1248222 1054840 26.38% 2.473%

17 11.257 1558 1559 1563 rVB 143458 81046 2.03% 0.190%
18 11.333 1570 1572 1577 rVB 78670 64533 1.61% 0.151%
19 11.580 1609 1614 1619 rVB 257130 269381 6.74% 0.632%
20 11.645 1620 1625 1628 rVB6 37415 46558 1.16% 0.109%
21 11.721 1635 1638 1641 rBV2 77426 70978 1.78% 0.166%
22 11.763 1641 1645 1649 rVB5 50741 66192 1.66% 0.155%
23 11.851 1656 1660 1663 rVV 130878 113237 2.83% 0.265%
24 11.886 1663 1666 1668 rVVv2 86085 66511 1.66% 0.156%
25 11.910 1668 1670 1672 rVB 60724 44820 1.12% 0.105%
26 12.016 1685 1688 1691 rBV 125217 115793 2.90% 0.271%
27 12.121 1704 1706 1709 rVB2 91549 72082 1.80% 0.169%
28 12.316 1736 1739 1741 rBV 72284 66396 1.66% 0.156%

29 12.345 1741 1744 1746 rVV 98936 100056 2.50% 0.235%
30 12.368 1746 1748 1752 rVB 151609 123538 3.09% 0.290%

31 12.439 1755 1760 1764 rVB 238438 227729 5.70% 0.534%
32 12.498 1767 1770 1775 rBV 77078 93339 2.33% 0.219%
33 12.668 1793 1799 1802 rBV 234525 223242 5.58% 0.523%
34 12.821 1820 1825 1828 rVB 2749957 2580689 64.54% 6.050%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.710 1973 1976 1982 rVB 239930 225003 5.63% 0.527%

36 13.862 1997 2002 2005 rBV 854534 890291 22.26% 2.087%

37 13.892 2005 2007 2012 rVB 104303 94759 2.37% 0.222%
38 14.345 2079 2084 2087 rBv4 49486 81859 2.05% 0.192%
39 14.698 2140 2144 2151 rBV5 57122 95562 2.39% 0.224%
40 14.874 2170 2174 2177 rBVY 129630 168870 4.22% 0.396%
41 14.957 2184 2188 2190 rBV3 40721 47619 1.19% 0.112%
42 15.092 2207 2211 2217 rBV 114012 164212 4_.11% 0.385%
43 15.162 2219 2223 2228 rVB 67871 91903 2.30% 0.215%

44 15.215 2228 2232 2238 rBVY 91774 115184 2.88% 0.270%
45 15.280 2238 2243 2247 rVV2 697814 824606 20.62% 1.933%

46 15.309 2247 2248 2256 rVB2 68947 64126 1.60% 0.150%
47 15.551 2284 2289 2298 rVB 225026 381364 9.54% 0.894%
48 15.721 2314 2318 2322 rVB 46028 59515 1.49% 0.140%
49 16.092 2374 2381 2391 rBV2 365267 769329 19.24% 1.804%
50 16.198 2395 2399 2404 rVB2 39093 65655 1.64% 0.154%
51 16.645 2469 2475 2483 rBV3 37127 80493 2.01% 0.189%
52 16.745 2483 2492 2502 rBV2 499861 1284200 32.12% 3.011%
53 17.056 2541 2545 2551 rBV2 26603 48321 1.21% 0.113%

54 17.539 2616 2627 2640 rBV2 533738 1742298 43.57% 4.084%
55 18.521 2780 2794 2812 rBV2 602712 2362068 59.07% 5.537%

Sum of corrected areas: 42657192
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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: BF102158.D

4000000 6.49

5.33
6.36
6.87

3000000

7.29

2000000

1000000

4.93 L 7.47

ottt A

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102158.D

4000000

3000000 12.82

10.55
2000000

8.00 9.75 11.23
1000000

8.56 8.47
ol |

I T T T T T T T T T T T T T T T T T T T T T = I T I T T I T T T T T T T T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102158.D

4000000
3000000
2000000

10000007 13.86
15.28
16.74 17.54 18.52

ﬂ 16.09
7 15.55
Y880 1434 14.78%4874599M031 1572 Jh6.20 16.@4\_ 17.06 r/\ k

R e e e e e e e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 9

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

4.93 5.99 ng 284400 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 483 (4.928 min): BF102158.D (-477) (-) m/z 43.00 100.00%
43.0
59.1
5000
oL 460 480 5.00 520
et ese w1 | e 9 10 59094
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL UL L
59.0 460 480 500 520
m/z 101.10 17.65%
\?1‘.0 L1 L 83.0 10:‘I"0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 5.00 520
5000 m/z 58.00 14 .04%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LA L L B L N LR |
43.0 460 4.80 5.00 5.20
m/z 41.10 10.61%
5000
101.0
15.0 270 6.0 71.0
"w"'w"HM'"w“"w"{'w"'h"'wgqgw"'W"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 79.94 ng 3795920 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102158.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0
%0 %0 "% ok ok ko
9 283 Tm/z 68.05  38.77%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " NI
a0 7O o m/z 134.00 32.91%
N Y PO Y O |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0 132.0
740 o5 o o o0
5000 ggo 1160 m/z 66.00 24 _74%
158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.33%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
Ph"f'ﬂhlm"”'“*'”“'hl'whl"'W""I”"I'”' ISR NEEE R R R
mz-> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Cyclopentasiloxane, decamet... Concentration Rank 13

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

7.47 2.43 ng 149086 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentasiloxane. decamethvl- 370 C10H3005Si15 000541-02-6 87
2 Benzeneacetic acid. .alpha..4-bi... 326 C15H2604Si2 055334-40-2 47
3 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 38
4 Phenethvlamine. N-methvl-_beta..... 399 C18H37N03Si3 010538-85-9 38
5 Benzoic acid, 2-[(trimethylsilyl._._. 282 C13H2203Si2 003789-85-3 28

Abundance Scan 915 (7.469 min): BF102158.D (-912) (-) m/z 73.00 100.00%
73.0
5000
267.0
355.1 AR SSRRABERE SRS S
45.0 193.0 7.20 7.40 7.60 7.80
Ot b 189 19902229 | | 3229 | | 177 267.00 29.73%
m/z--> 50 100 150 200 250 300 350
Abundance #196317: Cyclopentasiloxane, decamethyl-
73.0
5000 L I L UL
267.0 350 7.'20 7.210 7.|60 7.50
m/z 355.10 13.54%
45.0 | 125.0154.0 193.0 2370 | 293.0323.0 |
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
2670 5 T 7k 78
5000 m/z 74.00 8.49%
45.0
179.0
1050 1510 209.0237.0 311.0
m/z--> " 50 100 150 200 250 300 350
Abundance #187185: 3-Amino-2-phenazinol ditms e e
73.0 7.20 7.40 7.60 7.80
m/z 268.00 6.75%
355.0
5000
45.0 237 0 268.0
‘ . 1020 147.0 181.0208.0 | | A 294.0324.0, |
m/z--> 50 100 150 200 250 300 350 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Hydroxy-iso-butyrophenone Concentration Rank 14

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

8.56 2.36 ng 144579 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 83
2 1-Hexen-4-ol. 1l-chloro-3-methvl- 148 C7H13CIO 1000153-35-0 9
3 Propionic acid. 2-isopropoxv-., m... 146 C7H1403 1000151-15-1 9
4 Ethane. 1.1-dimethoxv- 90 C4H1002 000534-15-6 9
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 9

Abundance Scan 1101 (8.563 min): BF102158.D (-1096) (-) m/z 59.00 100.00%
59.0
5000
105.0
@0 i AN
..,....,....-,'.|...;|....,~....,...!,...??:?..,..!.,...1.2](’.'.9..,....,....,.... m/z 105.00  28.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 SRS U R
8.20 8.40 8.60 8.80
apo 430 77.0 105.0 m/z 77.00 25.24%
..,....,M...,HL..H....i....“..l,...?f:?..,.ﬁl.,..}?ﬁﬁe.,....,.;49{9 -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0
820 840 8.60 880
5000 m/z 43.00 17.91%
31.0 430
730 89.0 10001120  131.0143.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21992: Propionic acid, 2-isopropoxy-, methy! ester S B e et e
59.0 8.20 8.40 8.60 8.80
m/z 51.00 17.08%
5000
31.0 43.0
] \ 74.0 87.0 103.0 116.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

8.20 8.40 8.60 8.80

8270-BF010918.M Thu Jan 18 12:10:23 2018

Page: 7



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzophenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.47 6.23 ng 382288 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzeneacetic acid. .alpha.-oxo-... 164 C9H803 015206-55-0 49
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
4 Benzenebutanoic acid. .gamma.-ox... 192 C11H1203 025333-24-8 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47

Abundance Scan 1425 (10.469 min): BF102158.D (-1421) (-) m/z 105.00 100.00%
106.0
77.0
5000 1821
51.0 I | G
152.0 10.20 10.40 10.60 10.80
o 910 ) 1260 m/z 77.00 59.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LN SN UL BN S
182.0 10,20 10.40 10.60 10.80
51.0 m/z 182.10 48.13%
27.0 | o910 | 12600 1520 I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
1020 10.40 10.60 10.80
5000 7.0 m/z 51.00 23.59%
51.0
15.0 29.0 91.0 121.0136.0 164.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27532: Acetophenone, 2-chloro- R A
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.04%
77.0
5000
51.0
140 370 | | 90 | 1550 1540 R
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1,1"-Biphenyl, 2,4,4"-trich... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.58 5.11 ng 269381 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.4.4"-trichloro- 256 C12H7CI3 007012-37-5 99
2 1.17-Biphenvl. 27 .3.4-trichloro- 256 C12H7CI3 038444-86-9 99
3 1.17-Biphenvl. 3.4 .5-trichloro- 256 C12H7CI3 038444-88-1 99
4 1.1"-Biphenvl. 2.3.3"-trichloro- 256 C12H7CI3 038444-84-7 99
5 1,1"-Biphenyl, 2,3,4"-Trichloro- 256 C12H7CI3 038444-85-8 99

Abundance Scan 1614 (11.580 min): BF102158.D (-1609) (-) m/z 256.00 100.00%

256.0
186.1

5000

11.20 11.40 11.60 11.80
m/z 258.00  95.73%

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

Abundance #106913: 1,1'-Biphenyl, 2,4,4'-trichloro-
258.0
186.0
5000
11.20 11.40 11.60 11.80
75.0 110.0 150.0 m/z 186.10 74.62%
moso | g hee |4 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
258.0
186.0 11.20 11.40 11.60 11.80
5000 ' m/z 260.00 31.01%
75.0 150.0
50.0 100,599 220.0
[ T T T T e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106934: 1,1'-Biphenyl, 3,4',5-trichloro-
256.0 11.20 11.40 11.60 11.80
m/z 150.00 26.44%
5000 186.0
75.0 150.0
O WO V- 0 O .. |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1,1"-Biphenyl, 2,2",5,5"-te... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.15 ng 113237 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl., 2.27.5.5"-tetrach... 290 C12H6CI14 035693-99-3 99
2 2.37.4.5-Tetrachloro-1.1"-biphenvl 290 C12H6CI14 073575-53-8 99
3 1.1°-Biphenvl., 2.27.4.4"-tetrach... 290 C12H6CI14 002437-79-8 99
4 1.1"-Biphenvl. 2.3 .4".6-tetrach... 290 C12H6CI4 041464-46-4 99
5 1,1"-Biphenyl, 2,3,3",4"-tetrach... 290 C12H6CI4 041464-43-1 99

Abundance Scan 1660 (11.851 min): BF102158.D (-1656) (-) m/z 220.00 100.00%

220.0 291.9

5000

11.60 11.80 12.00 12.20
m/z 291.90 89.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #135669: 1,1'-Biphenyl, 2,2',5,5"-tetrachloro-

292.0

220.0

5000
11.60 11.80 12.00 12.20

m/z 222.00 69.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
292.0
11.60 11.80 12.00 12.20
5000 220.0 m/z 289.90 68.36%
110.0 150.0
50.0 75.0 184.0 254.0
Wﬁwﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #135634: 1,1-Biphenyl, 2,2',4,4'-tetrachloro- -
220.0 .0 11.60 11.80 12.00 12.20

m/z 293.90 39.66%

5000
150.0

110.0

184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 9 1,1°-Biphenyl, 2,27,3,4-tet... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.20 ng 115793 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4-tetrachl_... 290 C12H6CI4 052663-59-9 99
2 1.17-Biphenvl., 2.2".4.4"-tetrach... 290 C12H6CI14 002437-79-8 99
3 Biphenvl. 2.4.4" 5-tetrachloro- 290 C12H6CI4 032690-93-0 99
4 1.1"-Biphenvl. 2.2 .4.6-Tetrachl... 290 C12H6CI4 062796-65-0 99
5 1,1"-Biphenyl, 3,3",4,5"-tetrach... 290 C12H6CI4 041464-48-6 99

Abundance Scan 1689 (12.021 min): BF102158.D (-1685) (-) m/z 220.00 100.00%

220.0
291.9

5000

11.80 12.00 12.20 12.40
m/z 291.90 78.88%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #135619: 1,1'-Biphenyl, 2,2',3,4-tetrachloro-
220.0 292.0

5000
11.80 12.00 12.20 12.40

m/z 289.90 65.04%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

292.0

11.80 12.00 12.20 12.40
5000 220.0 m/z 222.00 59 _57%

110.0 150.0 257.0
50.0 /40 184.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #135586: Biphenyl, 2,4,4',5-tetrachloro-

.0 11.80 12.00 12.20 12.40
m/z 294.00  37.93%

5000

110.0 150.0 184.0

50.0 75.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Biphenyl, 2,4,4" ,5-tetrachl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.37 2.34 ng 123538 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvl. 2.4.4" .5-tetrachloro- 290 C12H6CI4 032690-93-0 99
2 3.3".4.5-Tetrachloro-1.1"-biphenvl 290 C12H6CI4 070362-49-1 99
3 1.1°-Biphenvl., 2.27.4.4"-tetrach... 290 C12H6CI14 002437-79-8 99
4 2.3".5".6-Tetrachloro-1.1"-biphenvl 290 C12H6CI4 074338-23-1 99
5 1,1"-Biphenyl, 3,3",4,5"-tetrach... 290 C12H6CI4 041464-48-6 99

Abundance Scan 1748 (12.368 min): BF102158.D (-1746) (-) m/z 291.90 100.00%

291.9
220.0

5000

12.00 12.20 12.40 12.60
m/z 289.90  82.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #135586: Biphenyl, 2,4,4',5-tetrachloro-

5000
12.00 12.20 12.40 12.60

m/z 220.00 73 .58%

150.0 184.0

50.0 75.0 110.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
292.0
12.00 12.20 12.40 12.60
5000 m/z 293.95 43.51%
220.0
500 75.0 1100 1500 1840 254.0
mﬁwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #135634: 1,1-Biphenyl, 2,2',4,4'-tetrachloro-
220.0 .0 12.00 12.20 12.40 12.60

m/z 222.00 42 _.76%

5000
150.0

110.0
184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Pentafluoropropionic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.71 5.05 ng 225003 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1976 (13.710 min): BF102158.D (-1973) (-) m/z 57.10 100.00%
57.1
13.40 13.60 13.80 14.00
m/z 55.00 89.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 SR DAL UL IR UL
1340 13.60 13.80 14.00
m/z 43.10 87.18%
260 || “ \‘ ‘L 32 9 17702109 2550 356.0
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
97.0 RN AU PR SR
13.40 13.60 13.80 14.00
5000 m/z 83.05 80.47%
260 140.0 182.0 255 0 306 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester B R R m e ARE
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.10 72.50%
169.0
26i0) | | ‘x | 4380 " 2100 2550 406.0
m/z--> 50 100 150 260 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexasiloxane, tetradecamethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
1470 2.32ng 95562  Perylene-di2 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6  000107-52-8 64

2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 42
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
4 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 38
5 2-(2",47,4",67,6",8",8"-Heptamet... 652 C16H48010Si9 145344-72-5 25

Abundance Scan 2144 (14.698 min): BF102158.D (-2140) (-) 73.05 100.00%
73.0 1471 221.1
5000 2811 355.0
429.1 T
il l | l 503.2 14.40 14.60 14.80 15.00
T m/z 221.10 87.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
30 a0 2210
5000 281.0 -- (e I
355.0 14. 40 14. 60 14. 80 15. OO
‘ 443.0 m/z 147.10 81.49%
.”.“.”,”.ﬂ.”:manﬂﬁw.”uﬂ.”,”.m.”.“.”,”.w.”.“.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73.0 147.0 221.0 429.0
T T T T
355.0 14.40 14.60 14.80 15.00
5000 281.0 m/z 355.00 37.97%
489.0 651.0
T T T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0 14.40 14.60 14.80 15.00
m/z 281.10 37.64%
73.0
5000
279.0
P e e e e e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzo[e]pyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.23 ng 91903 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Pervlene 252 C20H12 000198-55-0 93
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2223 (15.162 min): BF102158.D (-2219) (-) m/z 252.10 100.00%
25p.1
5000
531 681 981 1 152017491980 225.0 281.1 14.80 15.00 15.20 15.40
: : : : ; : : m/z 250.10 30.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000

14.80 15.00 15.20 15.40
m/z 253.10 23.26%

125.0
mo7u)%0MM1%01mommﬂM0 J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.10 13.15%
125.0
17.0 39.0 740 99.0 150.0 174.0 200.0 224.0
wwwmw’wwwmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104218: Benzo[a]pyrene B R EEEE EaEEE
252.0 14.80 15.00 15.20 15.40
m/z 126.00 13.14%
5000
126.0
50.0 74.0 100.0, | 149.0 174.0 200.0 224.0 H
T I A e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102158.D

Aca On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample : J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Cyclononasiloxane, octadeca... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.09 18.66 ng 769329 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 90

2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 46

3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 42

4 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 37
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37

Abundance Scan 2381 (16.092 min): BF102158.D (-2374) (-) 73.00 100.00%
73.0 1471 221.1
5000 2811 355.1
429.1 IS I E e
l l 503.1 15.80 16.00 16.20 16.40
e prerprtb e b A o e M/Z 221,05 97.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
5000 281.0 . L L B e e
15. 80 16. 00 16. 20 16. 40
m/z 147.10 87.01%

OO O S T OO Y-S T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
30 40 2210

15.80 16. 00 16. 20 16.40

0
5000 2810 o0 m/z 355.10 39.44%
443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethy!- I R ARSI ERREE RS
221.0 1580 1600 16. 20 1640

m/z 281.05 38.07%

73.0
5000 147.0
2810 3410
Ll eo_sng

) ' i
LI L L L L L L L L L L L LN L LN LB IO TT T[T T T T[T TTT |||| TTTT

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15. 80 16. 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
Data File : BF102158.D

Acq On : 17 Jan 2018 19:00

Operator : SJ/JU

Sample - J1156-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4 .93 6.0 ng 284400 1 6.72 949700 20.0
unknown6 .49 6.49 79.9 ng 3795920 1 6.72 949700 20.0
Cyclopentasiloxan. .. 7.47 2.4 ng 149086 2 8.00 1226100 20.0
2-Hydroxy-iso-but. .. 8.56 2.4 ng 144579 2 8.00 1226100 20.0
Benzophenone 10.47 6.2 ng 382288 3 9.75 1227250 20.0
1,1"-Biphenyl, 2,... 11.58 5.1 ng 269381 4 11.23 1054840 20.0
1,1"-Biphenyl, 2,... 11.85 2.1 ng 113237 4 11.23 1054840 20.0
1,1"-Biphenyl, 2,... 12.02 2.2 ng 115793 4 11.23 1054840 20.0
Biphenyl, 2,4,4%,_._.. 12.37 2.3 ng 123538 4 11.23 1054840 20.0
Pentafluoropropio... 13.71 5.0 ng 225003 5 13.86 890291 20.0
Hexasiloxane, tet... 14.70 2.3 ng 95562 6 15.28 824606 20.0
Benzo[e]pyrene 15.16 2.2 ng 91903 6 15.28 824606 20.0
Cyclononasiloxane... 16.09 18.7 ng 769329 6 15.28 824606 20.0
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