LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093622.D
Aca On : 13 Mar 2017 22:01 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 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-BF030717.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 2.481 50 52 63 rvB 74775 181123 1.12% 0.254%
2 3.144 108 110 130 rBY 1149596 2367779 14.58% 3.323%
3 4.218 198 204 206 rBVY 6307517 16243539 100.00% 22.799%
4 4.470 223 226 229 rBVY 2782843 3806412 23.43% 5.343%
5 4.893 261 263 276 rVB2 105354 358770 2.21% 0.504%
6 5.316 298 300 315 rBVY 3786611 5721420 35.22% 8.030%
7 6.333 386 389 391 rBVY 2477389 2529713 15.57% 3.551%
8 6.379 391 393 400 rVV 1794452 3747811 23.07% 5.260%
9 6.482 400 402 416 rVB 4654318 5434423 33.46% 7.628%
10 6.710 420 422 430 rvB 998806 1165485 7.18% 1.636%

11 6.859 433 435 438 rBV 3897471 3980228 24.50% 5.587%
12 6.939 440 442 447 rVWV 202511 264338 1.63% 0.371%
13 7.019 447 449 462 rVB 649827 782409 4.82% 1.098%
14 7.282 470 472 484 rBV 3108789 3827060 23.56% 5.372%
15 7.476 487 489 495 rBvV 691269 952633 5.86% 1.337%

16 7.853 519 522 533 rBV 661005 921488 5.67% 1.293%
17 8.002 533 535 545 rVB 1466740 1747821 10.76% 2.453%
18 8.527 578 581 591 rBv2 240552 570996 3.52% 0.801%
19 8.825 604 607 609 rBV 1443186 1282386 7.89% 1.800%
20 9.076 626 629 632 rBV 4306468 5917157 36.43% 8.305%

21 9.762 686 689 696 rvVB 571289 806138 4._.96% 1.131%
22 10.551 756 758 761 rBv2 2315932 3007553 18.52% 4.221%
23 11.248 817 819 826 rBV 1207101 1320521 8.13% 1.853%
24 12.836 955 0958 961 rBV 3608793 3972509 24.46% 5.576%
25 13.899 1049 1051 1060 rBV 190985 337056 2.08% 0.473%

Sum of corrected areas: 71246768
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031317\

BF093622.D

13 Mar 2017 22:01

SJ/MA

12230-08

24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

COMPOSITE-4-CHAR

Abundance

%

7000000
6000000
5000000
4000000
3000000
2000000

1000000

4.22

TIC: BF093622.D

4.47

4.89

5.32

6.48

6.86

6.71

7.28

0 T
Time-->

4.00

|
4.50 5.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0+

9.08

8.82

9.76

TIC: BF093622.D

10.55

11.25

12.84

Time-->

9.50 10.00

10.50 11.00

11.50

12.00 12

.50 13.00

13.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

13.90
N

TIC: BF093622.D

Time-->

14.00

14.50 15.00 15.50

16.00

16.50

17.00

17.50

18.00

18.50

19.00

8270-BF030717.
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 n-Propyl acetate Concentration Rank 13

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

2.48 3.11 ng 181123 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 72
2 Isobutvlamine 73 C4H11IN 000078-81-9 7
3 1-Butanamine 73 C4H11IN 000109-73-9 5
4 Pentane 72 C5H12 000109-66-0 4
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 4

Abundance Scan 52 (2.481 min): BF093622.D (-50) (-) m/z 43.10 100.00%
43.1
5000
61.1 B
73.0 220 2.40 2.60 2.80
51.0 86.0
O'W“W“W““PMP“H“W“JJJW“W““P“J“W“W“LP“WMW““PNP m/z 61.10 24.68%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4160: n-Propyl acetate
43.0
5000 "'I""I'{\\rl""l""
610 220 2.40 2.60 2.80
' 73.0 m/z 73.00 10.09%
150 270 574 ‘ ' 87.0
SN RAad g sy LAad L AAESLAds ks eadd ALt Aadl s st AR A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30.0
220 240 260 280
5000 m/z 42.10 9.71%
7
15.0 41.0 49.0 56.0 73.0
R L) ) LAY KLY KALS! A ALY SRS LAY KAL) RAREY RULL) KARA] RS LR KRS AL AL LS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #733: 1-Butanamine —
30.0 220 2.40 2.60 2.80

m/z 41.10 8.30%

5000

18.0 410 50.056.0 3.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 240 2.60 2.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.14 40.63 ng 2367780 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 72
2 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 47
3 5-Hexen-2-one 98 C6H100 000109-49-9 36
4 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 30
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 110 (3.144 min): BF093622.D (-108) (-) m/z 43.05 100.00%
43.0
5000 /\\‘
T
55.1 83.1 280 3.00 3.20 3.40
Ol it e 830 740 %81 Thyz 83.10  10.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 IESSEAE SRR AR AR
2.80 3.00 3.20 3.40
m/z 39.10 9.71%

0 210 550 630 740 o0 980
L o o e B B B B L e e R LALE B oo o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance

43.0

2.80 3.00 3.20 3.40

5000 m/z 55.10 6.09%
27.0
55.0 67.0 83.0 98.0
o) MRS B M 0¥ PSRN NN L CS NNt ES—
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3100: 5-Hexen-2-one T T
43.0 280 300 320 3.40

m/z 41.05 4.62%

5000
55.0
o 150 270 710 830 980

m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3. 20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.22 278.74 ng 16243500 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (B)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 204 (4.218 min): BF093622.D (-198) (-) m/z 83.10 100.00%
54.1 83.1
5000 43.1 98.1 L
‘ L er 380 4.00 4.20 440 4.60
0...,”..,”..,”.:Nu..r”!.,”.:,”..,J..,”.u,”.., m/z 55.10 99.62%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 R AR UL I
20,0 43.0 98.0 380 4.00 420 4.40 4.60
' m/z 43.10 40.42%
0 ‘ ‘ [y Il ‘ | 67.0 75.0 |
L UL L S UL A S U I SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 [rrrrprerrprrr T
43.0 3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 35.95%
29.0
98.0
69.0
S S S S SR I SIS I UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 L_
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R EmEEEEanE R
55.0 83.0 3.80 4.00 4.20 4.40 4.60
m/z 39.05 28.56%
41.0
5000 270 98.0
15.0 ‘ 69.0
0"'I'L'I"”M"'Wl"'whl'l”'wi'”'l'l”l"'W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Cyclotrisiloxane, hexamethyl- Concentration Rank 4

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

4._.47 65.32 ng 3806410 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 2-Ethvlacridine 207 C15H13N 055751-83-2 45
3 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 39
4 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 38
5 1,3,5-Triazine, 2-chloro-4,6-bis... 207 C5H6CIN3S2 004407-40-3 9

Abundance Scan 226 (4.470 min): BF093622.D (-223) (-) m/z 207.10 100.00%
207.1
5000
0 1331 1911 420 440 460 480
Ol 330890 751 | 19077 | 1030 A m/z 208.10 21.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71177: Cyclotrisiloxane, hexamethyl-
207.0
5000 U UL R R
4.20 4.40 4.60 4.80
96.0 m/z 209.10 12.75%
oL 280450 750 | 11501330 1630 1910 )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
207.0
420 440 460 480
5000 m/z 96.00 10.74%
191.0
. 76.0 990 1140 1400 166.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #60950: 5-Methyl-2-phenylindolizine s B AN B Raa
207.0 4.20 4.40 4.60 4.80
m/z 191.10 10.31%
5000
0 25‘3.0 51.0 77‘.0 10?.0 139.0 152.0 178.0
mz-> 20 40 60 80 100 120 140 160 180 200 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Butanoic acid, l-methylethy... Concentration Rank 11

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

4.89 6.16 ng 358770 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 64
3 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 53
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 53
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 45

Abundance Scan 263 (4.893 min): BF093622.D (-261) (-) m/z 43.05 100.00%
43.0
71.1
5000
e 250 40 500 520
115.1 : : : :
o :'...|,..:'.,.!|..,...-.,.1.3.2-.9,....,....,.1.9?:0,.... m/z 71.10 64.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13068: Butanoic acid, 1-methylethyl ester
43.0
71.0
5000
4.60 4.80 5.00 5.20
89.0 m/z 41.05 25.76%
270 || ‘\ 115.0
e L L S U S S B B S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 520
5000 m/z 89.10 21.36%
71.0
89.0
21.0 115.0
S L L S U S S B S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20036: Butanoic acid, butyl ester e
71.0 4.60 4.80 5.00 5.20
m/z 42.05 12 .54%
43.0 89.0
5000
27.0
0'"'w'"|"“l""|“"|'}}93"'|'“'|"'w""|“" USRI N IR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 unknown6.48 Concentration Rank 2

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

6.48 93.26 ng 5434420 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 402 (6.482 min): BF093622.D (-400) (-) m/z 132.10 100.00%
13p.1
5000 68.0
100 %0 . to 550 640 680 680
0 1. o1 m/z 68.05 45_58%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BB SARRE RN R
6.20 6.40 6.60 6.80
310 m/z 134.10 32.65%
onkM?Q.“l”M””,i...w...”“.” e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.10 30.34%
70.0
o s A R B L LA SRS RARN LA RSN NN AR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48639: Tranylcypromine-propionyl R S EmmEm e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.12%
5000 98.0
77.0
0,,,,I,,,‘,‘IH,,,\MI,,”Iuh,,\, 1o w0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Phenol, 3-fluoro- Concentration Rank 12

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

6.94 4_.54 ng 264338 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-fluoro- 112 C6H5FO0 000372-20-3 72
2 Phenol. 2-fluoro- 112 C6H5FO0 000367-12-4 64
3 Phenol. 4-fluoro- 112 C6H5FO0 000371-41-5 64
4 1.4-Cyclohexanedione 112 C6H802 000637-88-7 50
5 Benzene, l-ethoxy-4-fluoro- 140 C8H9FO 000459-26-7 45

Abundance Scan 442 (6.939 min): BF093622.D (-440) (-) m/z 112.10 100.00%
1121
5000 43.0 /
83.1 154.1 6.60 6.80 7.00 7.20
Y B Y N T N/ SN ¥ B vy 7y 3 - S V.S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6182: Phenol, 3-fluoro-
112.0
6.60 6.80 7.00 7.20
57 84.0 m/z 63.95 16.53%
31.0 M \
m/z--> 25 46 éo 85 100 120 110 160 180 200 220 240 2éo 2éo
Abundance
112.0
64.0 6.60 6.80 7.00 7.20
5000 ‘ m/z 57.00 13.62%
0l14.0 39.0 86.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6185: Phenol, 4-fluoro- LI L L L L B B
112.0 6.60 6.80 7.00 7.20
m/z 83.10 12.16%
5000
83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 1,3,2-Dioxaborolane, 2,4-di... Concentration Rank 7

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

7.02 13.43 ng 782409 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.2-Dioxaborolane. 2.4-diethvl- 128 C6H13B0O2 057633-63-3 56
2 .alpha.-d-Gulofuranose. l-azido-... 281 C10H17B2N305 1000149-82-2 50
3 1.1"-Bicvclohexvl-1.1"-diol 198 C12H2202 002888-11-1 38
4 2.2"-Bioxepane 198 C12H2202 074793-02-5 38
5 Bis(2-ethylhexyl)hydrogen phosphate 322 C16H3504P 000298-07-7 37

Abundance Scan 449 (7.019 min): BF093622.D (-447) (-) m/z 99.10 100.00%
99.1
5000
43.1
70.1 IR S S RS R
141.1 6.60 6.80 7.00 7.20 7.40
0 207.1 2831 "m/z 098.10 42.83%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11705: 1,3,2-Dioxaborolane, 2,4-diethyl-
99.0
5000
6.60 6.80 7.00 7.20 7.40
43.0 m/z 43.10 34 .95Y%
0,.L.ﬂ.ﬂ,”ﬂw.”sp..&?§9..” N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99.0
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—h
6.60 6.80 7.00 7.20 7.40
m/ 42 .10 18.42%
5000 430 z 0
70.0
o 120010 1810 209.0 2390 2670
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54696: 1,1'-Bicyclohexyl-1,1'-diol
9d.0 6.60 6.80 7.00 7.20 7.40
m/z 70.10 14 .32%
5000
55.0
ok 3401800
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Cyclopentasiloxane, decamet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.48 1090 ng 952633  Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopentasiloxane. decamethyl- 370 CIOH3005Si5  000541-02-6 91

2 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 33
3 Benzeneacetic acid. .alpha..4-bi... 326 C15H2604Si2 055334-40-2 30
4 Benzoic acid. 2.5-bis(trimethvls... 370 C16H3004Si3 003618-20-0 22
5 Benzoic acid, 2,6-bis[(trimethyl... 370 C16H3004Si3 003782-85-2 16

Abundance Scan 489 (7.476 min): BF093622.D (-487) (-) m/z 73.05 100.00%

73.0
5000
267.1

355.1 720 740 7.60 7.80
45.0 154.0 193.0 223.0
Ol b o 12501530 02830 L 3280 L Tm/z 267.10 30.31%
m/z--> 50 100 150 200 250 300 350
Abundance #148040: Cyclopentasiloxane, decamethy!- L
73.0
5000 3550 LI L L L B L L L L LB
267.0 7.20 7.40 7.60 7.80

m/z 355.10 10.99%

ol 40 | 125.0154.0 1930 237.0 | 293.0323.0 |
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
—v—v—v—rv—v—v—v—rr

7.20 7.40 7.60 7.80

5000 267.0 m/z 268.10 8.29%
45.0
o 105.0 135016301930 2330
B e B e e A e
m/z--> 50 100 150 200 250 300 350
Abundance #130556: Benzeneacetic acid, .alpha.,4-bis[(trimethylsilyl... R E e EAnms
73.0 7.20 7.40 7.60 7.80

m/z 74.10 8.23%

267.0
5000
45.0
179.0
| || lwso MF0TT 200.0237.0 J | 3110
ob b B0 e e

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Oxirane, ethenyl- Concentration Rank 9

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

7.85 10.54 ng 921488 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. ethenvl- 70 C4H60 000930-22-3 64
2 Cvclopropnane 42 C3H6 000075-19-4 56
3 Furan. 2.5-dihvdro- 70 C4H60 001708-29-8 50
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 10
5 3-Aminopropionitrile 70 C3H6N2 000151-18-8 10

Abundance Scan 522 (7.853 min): BF093622.D (-519) (-) m/z 42.05 100.00%

42.0
5000

69.1 760 780 800 820

04MMLMMWWWW”'1B4'O 207.1 265.0 m/z 39.10 86.71%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #526: Oxirane, ethenyl-

39.0

5000 Eaas s s R
7.60 7.80 8.00 8.20

69.0 m/z 41.10 52.95%
04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
42.0
N AR
7.60 7.80 8.00 8.20
5000 m/z 40.05 37.93%
14.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #528: Furan, 2,5-dihydro- e ==
41.0 70.0 760 780 800 820

m/z 54.10 21.65%

5000
15.0
o!

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 Cyclohexasiloxane, dodecame... Concentration Rank 10

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

8.53 6.53 ng 570996 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexasiloxane. dodecamethvl- 444 C12H3606Si16 000540-97-6 91
2 Guaifenesin di-tms derivative 342 C16H3004Si2 107966-19-8 17
31.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 16
4 2.2"-Bis(trimethvisilvloxv)diphe... 344 C19H2802Si2 097993-26-5 14
5 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 12

Abundance Scan 581 (8.527 min): BF093622.D (-578) (-) m/z 73.05 100.00%
73.0
5000
T e S e
207.1 429.2 - - - -
olft0 b T 210 2950 ) "NT ) Tn/z 341.10 24.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163619: Cyclohexasiloxane, dodecamethyl-
720 341.0
429.0
5000
8.20 8.40 8.60 8.80
147.0 m/z 147.10 18.78%
0 L ‘\ b 20\70 2670 ‘h '\ 3970 !
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
820 8.40 8.60 8.80
5000 m/z 325.10 9.03%
1490 1960
. 117.0 2370 2970 342.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #163622: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy ... R e s ma
73.0 8.20 8.40 8.60 8.80
m/z 342.10 8.73%
147.0
5000 267.0 355.0 4290
207.0
0"|""'|"' AN UL "'I"'jl""l"!' AR RN LU AR
m/z--> 50 100 150 200 250 300 350 400 8.20 8.40 8.60 8.80

8270-BF030717.M Wed Mar 15 17:38:27 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\

Data File : BF093622.D

Aca On : 13 Mar 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Furan, 2,4-dimethyl- Concentration Rank 6

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

8.82 14.67 ng 1282390 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2.4-dimethvl- 96 C6H80 003710-43-8 80
2 Furan. 2.5-dimethvl- 96 C6H80 000625-86-5 68
3 2-Cvclopenten-1-one. 3-methvl- 96 C6H80 002758-18-1 53
4 1-Pentvn-3-one. 4-methvl- 96 C6H80 013531-82-3 53
5 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 47

Abundance Scan 607 (8.825 min): BF093622.D (-604) (-) m/z 43.10 100.00%
43.1
67.1
5000 %1
160.1
8.40 8.60 8.80 9.00 9.20
ol 118.0139.0 191.0 281.1 m/z 53.10 70 11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2748: Furan, 2,4-dimethyl-
67.0 96.0
41.0
5000

8.40 8.60 8.80 9.00 9.20
m/z 67.10 59.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
96.0
43.0 e Aas mam TR
8.40 8.60 8.80 9.00 9.20
5000 m/z 96.10 50.63%
67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2768: 2-Cyclopenten-1-one, 3-methyl- SN .S A W—
96.0 840 860 880 900 920
m/z 95.10 44 _96%
5000 67.0
39.0
o?ﬁﬂhnwnw,w..”whn.w.”..”..”..”..”...”..”“.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.40 8.60 8.80 9.00 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031317\

Data File : BF093622.D

Acq On : 13 Mar 2017 22:01

Operator : SJ/MA

3?22'6 i 12230-08 COMPOSITE-4-CHAR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

8.00 1747820 20.0
8.00 1747820 20.0

Cyclohexasiloxane. .. 8.53 6.5 ng 570996
Furan, 2,4-dimethyl- 8.82 14.7 ng 1282390

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Propyl acetate 2.48 3.1 ng 181123 1 6.71 1165490 20.0
4-Penten-2-one, 4. .. 3.14 40.6 ng 2367780 1 6.71 1165490 20.0
3-Penten-2-one, 4. .. 4.22 278.7 ng 16243500 1 6.71 1165490 20.0
Cyclotrisiloxane, ... 4.47 65.3 ng 3806410 1 6.71 1165490 20.0
Butanoic acid, 1-... 4.89 6.2 ng 358770 1 6.71 1165490 20.0
unknown6 .48 6.48 93.3 ng 5434420 1 6.71 1165490 20.0
Phenol, 3-fluoro- 6.94 4.5 ng 264338 1 6.71 1165490 20.0
1,3,2-Dioxaborola. .. 7.02 13.4 ng 782409 1 6.71 1165490 20.0
Cyclopentasiloxan. .. 7.48 10.9 ng 952633 2 8.00 1747820 20.0
Oxirane, ethenyl- 7.85 10.5 ng 921488 2 8.00 1747820 20.0

2
2
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