LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17 Instrument :
Operator : SJ/MA ?:'l\:gﬁ't:Sam ol
3?22 le 13760-01 TZBUD-2017pOGlG
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-BF060517.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 1.557 10 12 49 rVB 1005731 1983869 79.70% 8.382%
2 4.492 505 511 527 rBV2 22020 67685 2.72% 0.286%
3 5.210 630 633 655 rBV 148486 452199 18.17% 1.911%
4 6.116 784 787 799 rBV2 20384 59679 2.40% 0.252%
5 6.910 919 922 928 rBV2 89110 188593 7.58% 0.797%
6 6.963 928 931 950 rVB 568255 1224584 49.19% 5.174%
7 7.304 985 989 1004 rVB 304211 430263 17.28% 1.818%
8 7.539 1024 1029 1041 rVB 1161576 1539101 61.83% 6.503%
9 7.951 1096 1099 1106 rVB 21329 28375 1.14% 0.120%
10 8.010 1106 1109 1127 rVB 98201 167253 6.72% 0.707%

11 8.227 1140 1146 1170 rBV2 1548704 2473601 99.37% 10.451%
12 8.986 1269 1275 1286 rBV 238878 336302 13.51% 1.421%
13 9.333 1330 1334 1347 rVB 425771 581632 23.37% 2.457%
14 9.557 1368 1372 1396 rVB 188527 304344 12.23% 1.286%
15 9.863 1422 1424 1434 rVB6 17934 39603 1.59% 0.167%

16 10.327 1493 1503 1510 rBV2 971404 1712217 68.78% 7.234%
17 10.392 1510 1514 1523 rVB3 27966 54407 2.19% 0.230%
18 10.486 1524 1530 1533 rBV 126747 167142 6.71% 0.706%
19 10.521 1533 1536 1544 rVB 97381 137163 5.51% 0.580%

20 10.598 1545 1549 1560 rBV 28352 65682 2.64% 0.278%
21 10.751 1571 1575 1578 rBV3 22271 29670 1.19% 0.125%
22 10.780 1578 1580 1595 rVB2 23081 54821 2.20% 0.232%

23 11.121 1631 1638 1650 rVB 1832195 2489306 100.00% 10.517%
24 11.421 1680 1689 1701 rVB 446862 648937 26.07% 2.742%
25 12.157 1809 1814 1825 rBV2 477078 650291 26.12% 2.747%

26 12.257 1825 1831 1834 rVV 52974 85066 3.42% 0.359%
27 12.286 1834 1836 1840 rVB 71048 82780 3.33% 0.350%
28 13.245 1992 1999 2010 rVB 538175 719182 28.89% 3.039%
29 13.362 2013 2019 2023 rBV 37268 45967 1.85% 0.194%

30 13.451 2030 2034 2042 rBV 548136 778004 31.25% 3.287%

31 13.751 2078 2085 2095 rBV7 14632 44192 1.78% 0.187%
32 14.545 2216 2220 2234 rVB2 422390 589352 23.68% 2.490%
33 14.915 2279 2283 2291 rBV2 89263 135329 5.44% 0.572%
34 15.003 2291 2298 2310 rVB 585097 813425 32.68% 3.437%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17 Instrument :
Operator : SJ/MA gﬁgiéamlem'
3?22 le 13760-01 TZBUD-2017pO€‘>16
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-BF060517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.574 2388 2395 2401 rBv4 38844 63222 2.54% 0.267%

36 16.350 2521 2527 2535 rBV 172827 233043 9.36% 0.985%
37 16.509 2548 2554 2563 rBV 560102 745056 29.93% 3.148%

38 16.674 2573 2582 2590 rBV9 36494 59516 2.39% 0.251%
39 16.933 2620 2626 2635 rVB 1506939 1818276 73.04% 7.682%
40 17.486 2715 2720 2730 rVB2 42662 64532 2.59% 0.273%

41 17.621 2738 2743 2751 rBVY 86983 131228 5.27% 0.554%
42 17.768 2763 2768 2776 rBY 190138 252432 10.14% 1.067%

43 18.186 2832 2839 2844 rBV4 20022 30107 1.21% 0.127%
44 18.280 2850 2855 2865 rBVY 270643 371162 14.91% 1.568%
45 18.580 2900 2906 2913 rBV 29274 51492 2.07% 0.218%
46 18.733 2925 2932 2938 rBV2 19966 34721 1.39% 0.147%
47 18.868 2951 2955 2963 rVB 29820 44692 1.80% 0.189%
48 19.944 3135 3138 3148 rBVY 260374 363718 14.61% 1.537%
49 21.174 3340 3347 3352 rBV7 25217 52946 2.13% 0.224%
50 22.591 3578 3588 3596 rBVS 20870 56505 2.27% 0.239%

51 24.162 3842 3855 3862 rBV5 32929 115973 4.66% 0.490%

Sum of corrected areas: 23668637
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF061917\

BF096010.D

19 Jun 2017 17:17

SJ/MA

13760-01

13 Sample Multiplier: 1

d

TIC Library :
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TZBUD-20170616

Abundance

1500000

1.56
1000000

500000

{

4.49

TIC: BF096010.D

5.21

7.54

T WA

8.23

8.9

|

0=
Time--> 1.50

I
2.00 2.50

I
4.00 4.50

T T
3.00 3.50

I
5.00 5.50

I |
6.00 6.50 7.00 7.50

I
8.00

T
8.50

Abundance

1500000

1000000

500000

0!

11412

10.33

TIC: BF096010.D

.45
1216 13.213

12.50  13.00

13.50 14.00 14.50 15.00

15.00

16.51

1

16.00  16.50

Time--> 9.50 15.50
Abundance TIC: BF096010.D
1500000 16.93
1000000
500000
18.28 19.94
17.77
67 || 17.]4?6k 13,& 18.581887 21.17 2259 24.1
L L T L
Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Oxirane, [(1-methylethoxy)m... Concentration Rank 19

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

4.49 3.15 ng 67685 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. I(l1-methvlethoxv)methvl1- 116 C6H1202 004016-14-2 64
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
3 2-Nonanone 142 C9H180 000821-55-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 5

Abundance Scan 511 (4.492 min): BF096010.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| | 85.9 420 4.40 4.60 4.80
o et e e e m/z 59.10 60.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
9.0 59.0
5000 S R ARE AR LR R
420 4.40 4.60 4.80
3.0 101.0 m/z 101.00 18.96%
(1 ‘\ ‘ L ‘ 86.0
e L L I UL UL IR UL IR IS S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
420 440 460 480
0
5000 50.0 m/z 58.00 17.80%
15.0 101.0
. 31.0 83.0
m/z--> 0 20 30 40 50 60 70 80 90 100 110 ﬂ
Abundance #19930: 2-Nonanone B
43.0 420 4.40 4.60 4.80
m/z 41.00 16.37%
5000
58.0
71.0
O |""H ERARN ”lhu' "'\M' "|§fR?'|"' '|"%q9f9"'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

Sample : 13760-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 9

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

8.99 11.56 ng 336302 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 86
2 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 38
3 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 32
4 2.5-Dimethvl-5-hexen-3-o0l 128 C8H160 067760-91-2 28
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 23

Abundance Scan 1276 (8.992 min): BF096010.D (-1269) (-) m/z 56.10 100.00%
56.1
5000 43.0
3.1 85.1
T 1031 8.60 8.80 9.00 9.20 9.40
Obrrrrrrrprrrrrre ittt et e e e e || M/ 43.05 46 72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000 AN NN N
43.0 . 8.60 8.80 9.00 9.20 9.40
20.0 “ HBO m/z 55.10 41 .15%
ob 180 |, w | \ H 115.0 129.0 145.0
miz-> 10 20 30 40 50 60 70 8'0 90 160 110 120 130 140 150
Abundance
56.0
41.0 860 8.80 9.00 9.20 9.40
5000 m/z 57.10 40.62%
29.0
70.0
ol 150 830 950
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3365: 1-Pentene, 2,4-dimethy!l- SRR EEma e ST S
56.0 860 880 900 920 940
43.0 m/z 41.10 35.26%
5000
27.0 70.0
83.0 98.0
0"&?9P”'P'”P'”P""”I“”I”'W“'W'”W'”'P”'P”'P“'P' URRARESAERINREAE AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 900 9.20 9.40

8270-BF060517.M Tue Jun 20 18:02:42 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Benzene, (1-methoxypropyl)- Concentration Rank 10

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

9.56 10.47 ng 304344 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methoxvpropvl)- 150 C10H140 059588-12-4 83
2 Benzene. (1.2-dimethoxvethvl)- 166 C10H1402 004013-37-0 83
3 Benzaldehvde dimethvl acetal 152 C9H1202 001125-88-8 83
4 Benzeneacetic acid. .alpha.-meth... 180 C10H1203 056143-21-6 74
5 3-Methoxy-3-phenylpropyl chloride 184 C10H13CIO 1000370-35-5 74

Abundance Scan 1373 (9.563 min): BF096010.D (-1368) (-) m/z 121.10 100.00%
1211
5000 fk\
77.1
7 1050 550 940 SH0 B0
51.0 . . . .
0 S ' SO N W Y S — m/z 77.10 26.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23737: Benzene, (1-methoxypropyl)-
121.0
5000 SRR SRS SRS SR
920 9.40 9.60 9.80
770 91.0 m/z 91.00 20.23%
0 290 510 g, ‘ ‘ 10?0 11350 1500
m/z--> 10 20 §o 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
121.0
920 940 960 9.80
5000 m/z 122.00 8.72%
77.0 91.0
o 150 290 510 g4 105.0 135.0 152.0166.0
AR R L) RN LR RLRN LR RAAEN AL KRS KRS ALY LA LA LA AR RN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #26001: Benzaldehyde dimethyl acetal e P
121.0 9.20 9.40 9.60 9.80
m/z 105.00 7.52%
5000
77.0
150 200 510g40 | 01030 11360 15L.0 )
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 920 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 4,7-Methano-1H-indenol, hex... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.33 58.88 ng 1712220 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-1H-indenol. hexahvdro- 150 C10H140 037275-49-3 94
2 Tricvclol5.2.1.0(2.6)1dec-3-en-1... 150 C10H140 039852-87-4 91
3 4.7-Methano-1H-inden-1-ol. 3a.4.... 148 C10H120 006814-80-8 64
4 Bicvclol2.2.1Thept-2-ene. 5-ethv... 120 C9H12 016219-75-3 64
5 Bicyclo[3.2.0]hept-2-en-6-one 108 C7H80 013173-09-6 59

Abundance Scan 1503 (10.327 min): BF096010.D (-1493) (-) m/z 66.10 100.00%

66.1

%

5000 91.0
39.0 7o 105 1 H
. 132.1
L 50l ||| | || | 15?1 10.00 10.20 10.40 10.60
o{ SN R | O At b | M/z 91.05  44_02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23789: 4,7-Methano-1H-indenol, hexahydro-
66.0
5000
70 91.0 117.0 10.00 10.20 10.40 10.60
: 150.0 0
390 550 ‘ H‘ 105.0 132.0 ‘ m/z 67.10 37.85%
0 L1 Ll ‘M\ Il \H‘m i !
R I A A o A Ema s La s o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
66.0
10.00 10.20 10.40 10.60
5000 m/z 117.10 33.54%
39.0 79.0 910 106 0117.0
55.0 : 1320 150.0
04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22748: 4,7-Methano-1H-inden-1-ol, 3a,4,7,7a-tetrahydro- e REaRETER S
66.0 820 10.00 10.20 10.40 10.60
m/z 79.10 27.93%
5000
117.0
39.0 130.0
27.0 53.0 4.0105.0 | 148.0
o.“.L“.”ﬂ.”$wnpﬂLu.Mﬁh”ﬁ.np.”.JHP.JL.”P.JP.”P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl10.49 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.49 5.75 ng 167142 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Thept-5-ene-2-carbo... 119 C8HON 000095-11-4 43
2 Propanedinitrile 66 C3H2N2 000109-77-3 38
3 1H-Indene. 3a.4.7.7a-tetrahvdro-... 120 C9H12 066563-20-0 32
4 Tricvclol5.2.1.0(2.6)1dec-4-en-8... 148 C10H120 1000191-39-7 32
5 Tricyclo[4.2.1.0(2,5)]non-7-en-3-0l 136 C9H120 1000193-82-9 32
Abundance Scan 1531 (10.492 mm) BF096010D( 1524) (-) m/z 82.00 100.00%
5000 66.0 M
90 g0 |yl | 1053170 15 g || 1020 1040 1060 10
Oberrrrerpreer e bbb A il 13101490 o e 0s 48, 14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9147: Bicyclo[2.2.1]hept-5-ene-2-carbonitrile
66.0
5000
10.20 10.40 10.60 10.80
39.0 m/z 83.00 23.08%
s 3 o 3'0 20 s'o & 5o 1ho 5o Tho e ko
Abundance
66.0
10.20 10.40 10.60 10.80
5000 m/z 91.00 17.97%
38.0
o 12.0 26.0 50.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9459: 1H-Indene, 3a,4,7,7a-tetrahydro-, trans-
66.0 10.20 10.40 10.60 10.80
m/z 79.00 16.16%
120.0
5000 20.0 91.0
27.0 39? 51.0 ‘ ‘ 10?0
[ E— |||‘| ””w””‘\;\”; thr \I S || P | ”\I\IH”” S —
m/z--> 10 20 30 40 50 60 70 8|O 90 100 110 120 130 140 150 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl10.53 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.52 4.72 ng 137163 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvl-1.6-octadiene 124 C9H16 042152-47-6 38
2 Fumaric acid. dodecvl trans-hex-... 366 C22H3804 1000348-89-2 17
3 Fumaric acid. pentadecvl trans-h... 408 C25H4404 1000348-89-5 17
4 Fumaric acid. trans-hex-3-envl u... 352 C21H3604 1000348-89-1 17
5 1H-Indole, octahydro- 125 C8H15N 004375-14-8 10
Abundance Scan 1536 (10.521 min): BF096010.D (-1533) (-) m/z 82.00 100.00%
84.0
5000 M
e
39.0 10.20 10.40 10.60 10.80
109.0
o...,....l,..‘..,.'l...h, oS e W/Z 83.05  28.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #10652: 7-Methyl-1,6-octadiene
55.0 1 82.0

F

5000
10.20 10.40 10.60 10.80

m/z 66.10 19.87%

(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
82.0
10.20 10.40 10.60 10.80
5000 m/z 91.00 14.95%
55.0
0 29.0 111.0 149.0 181.0 225.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #215113: Fumaric acid, pentadecyl trans-hex-3-enyl ester
82.0 10.20 10.40 10.60 10.80
m/z 77.05 11.05%
5000
55.0
0 29.0 ‘J , ) ,111.0139.0 181.0 225.0 267.0 309.0
RN RR R E L L e R RARRELERRA Ra et oo R Lo e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.42 19.96 ng 648937 Acenaphthene-d10 12.16
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 Metacetamol 151 C8H9NO2 000621-42-1 59
3 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 59
4 Pvridine., 2-butvl-. l-oxide 151 C9H13NO 031396-32-4 59
5 (-)-10-Camphorsulfonyl chloride 250 C10H15CI03S 039262-22-1 50
Abundance Scan 1689 (11.421 min): BF096010.D (-1680) (-) m/z 43.05 100.00%
43.0 109.1
151.1
5000
69.0 85.1 A BRI AN
1331 169.1 11.20 11.40 11.60 11.80
0...,....'||:'..".|'|.".l'..",".l.'.”.,.l.":'.l'...'.'l..!.,..'..,....,...., m/z 109.10 89 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 RN SRR RN RN RN
11.20 11.40 11.60 11.80
69.0 g5.0 m/z 151.10 53.98%
e ‘.‘ o \,\HI ! \,\‘, -”.“-‘ T i Ilﬂgf 1920 211.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
1120 1140 1160 11.80
5000 151.0 m/z 41.05 19.83%
43.0
o 27.0 63.0 80.0 135.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline
109.0 11.20 11.40 11.60 11.80

m/z 85.10 15.42%

5000
151.0

80.0
150 410 610 | | 135.0

O e T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80

8270-BF060517.M Tue Jun 20 18:02:47 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl1l4.92 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.92 4_.59 ng 135329 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Benzoxirene. la-I2-(2-methvl-1... 252 C15H2403 1000196-70-2 22
2 3.4-Pvridinediamine 109 C5H7N3 000054-96-6 18
3 Metacetamol 151 C8H9NO2 000621-42-1 18
4 2-(5-Methvl-furan-2-v)-propiona... 138 C8H1002 1000193-72-3 14
5 Tricyclo[4.3.1.1(3,8)]Jundecane, ... 180 C12H200 021898-95-3 14
Abundance Scan 2284 (14.921 min): BF096010.D (-2279) (-) m/z 43.05 100.00%
430 109.1
87.0
195.1
5000
151.1
‘ ‘|67H| || m | || 2371957 2 14.60 14.80 15.00 15.20
Ob el I 'I.”..”"."l |II||| (TR I'I"I'I"I!I""I""II""II' m/z 109.05 82 _57%

R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #103961: 1-Benzoxirene, la-[2-(2-methyl-1,3-dioxolan-2-yl)...
123.0
87.0
5000 43.0

14.60 14.80 15.00 15.20
m/z 123.10 78.83%

179.0
ol prtredret bt Mo b A0 T 2000 2O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109.0
R T
14.60 14.80 15.00 15.20
5000 m/z 87.00 67.18%
54.0 82.0
- e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24780: Metacetamol e
109.0 14.60 14.80 15.00 15.20
m/z 195.10 56.41%
5000 151.0
43.0
‘ 80.0
S ET1 NN I AN AN N B U | S 1A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.60 14.80 15.00 15.20

8270-BF060517.M Tue Jun 20 18:02:50 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl15.00 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.00 27.60 ng 813425 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-I5-(2-Hvdroxv-propvl)-furan-2-... 184 C10H1603 1000187-25-5 38
2 1.3.3-Trimethoxvbutane 148 C7H1603 006607-66-5 32
3 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 25
4 Metacetamol 151 C8H9NO2 000621-42-1 22
5 2,4,7,9-Tetramethyl-5-decyn-4,7-. .. 226 C14H2602 000126-86-3 16
Abundance Scan 2297 (14.998 min): BF096010.D (-2291) (-) m/z 45.10 100.00%

1

5000

|

14. 60 14. 80 15. OO 15. 20 15. 40
1951  239.2
ol 2813 m/z 43.05 72.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48339: 2-[5-(2-Hydroxy-propyl)-furan-2-yl]-propan-1-ol
109.0
5000

14.60 14.80 15.00 15.20 15.40

43.0 0
‘ 81.0 ‘ ‘ 139.0 184.0 m/z 109.10 51.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45.0
89.0 14.60 14.80 15.00 15.20 15.40
5000 m/z 89.10 44 .99Y%
117.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24949: m-Isopropoxyaniline T
109.0 14. 60 14. 80 15. 00 15. 20 15. 40

m/z 151.10 42 _.06%

5000
151.0
80.0
0 15.0 41\ 0 h |

IIIIIIIIIIII\IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIII TTTT IIIIIIIIIIII Tr T TTrTT TTrorT L TT

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 60 14. 80 15. OO 15. 20 15. 40

8270-BF060517.M Tue Jun 20 18:02:50 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl16.35 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.35 7.91 ng 233043 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol 238 C10H2206 004792-15-8 27
2 Ether. 2-chloro-1-methvlethvl is... 136 C6H13CIO 098277-76-0 22
3 Propanoic acid. 2-(methoxvmethoxv)- 134 C5H1004 081327-29-9 22
4 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 16
5 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 16

Abundance Scan 2527 (16.350 min): BF096010.D (-2521) (-) m/z 45.05 100.00%

458.0

195.1

5000 109.1

—

[ |651|0 16.00 16.20 16.40 16.60
Ol m/z 43.00 59.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91749: Pentaethylene glycol
45.0
5000
16.00 16.20 16.40 16.60
89.0 m/z 195.10 49 .60%
N AL T | 133.0 163.0 195.0219.0
T T T T T e [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45.0
R e e N EEEE
16.00 16.20 16.40 16.60
5000 m/z 109.10 45 _.70%
87.0
o 121.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15027: Propanoic acid, 2-(methoxymethoxy)-
45.0 16.00 16.20 16.40 16.60
m/z 89.00 24 .96%
5000
89.0
.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60

8270-BF060517.M Tue Jun 20 18:02:51 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl6.67 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.67 3.21 ng 59516 Chrysene-di12 18.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 47
2 Tridecanoic acid 214 C13H2602 000638-53-9 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 38
5 Undecanoic acid 186 C11H2202 000112-37-8 35
Abundance Scan 2581 (16.668 min): BF096010.D (-2573) (-) m/z 73.00 100.00%
73.0
41.0
5000 107.0 1350 2231
194.1
| ||Mmm 16.40 16.60 16.80 17.00
o...,....,.'... SNBSS EN— S m/z 41.00 67.39%
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #84455. Tetradecanoic acid
73.0
5000 43.0 129.0
185.0 16.40 16.60 16.80 17.00
070 ' g0 || Mz 43.05  62.67%
0”"””'””"” IMHHIM\I\”\I‘ |""" ‘. |1|5|7(|)|‘” ""|""|""
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
430 | 730
16.40 16.60 16.80 17.00
5000 129.0 m/z 60.00 61.40%
171.0
97.0 214.0
ol15.0 152. 0 197.0
m/z--> 25 Jo éo 85 160 150 150 160 180 260 250 I
Abundance #39469: n-Decanoic acid LR .h,". s
60.0 16.40 16.60 16.80 17.00
m/z 57.10 60.50%
5000 41.0
129.0
B o 1720
dasol 140D e | o0
m/z--> 200 40 60 80 100 120 140 160 180 200 220 16.40 16.60 16.80 17.00

8270-BF060517.M Tue Jun 20 18:02:52 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl7.49 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.49 3.48 ng 64532 Chrysene-d12 18.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(1-Methoxvmethoxvethvl)cvclohe... 170 C10H1802 1000185-05-7 25
2 (4-Methoxvmethoxv-hex-5-vnvliden... 222 C14H2202 1000186-16-6 25
3 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 23
4 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 23
5 2-[2-[2-[2-(tert-Butyldimethylsi... 308 C14H3205Si 1000352-10-2 23
Abundance Scan 2721 (17.492 min): BF096010.D (-2715) (-) m/z 45.05 100.00%
48.0
5000
89.1 109.0 1511 239.2
‘ 67.0 ‘ I‘ 1330 | 191.2 17.20 17.40 17.60 17.80
0.,....,' ..'.ll.'.'..”,"I“.l.”."l..'..',l'...I.'l..':.,....',..l.".l....l....l'.. m/z 89.10 32 _57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38032: 1-(1-Methoxymethoxyethyl)cyclohexene
45.0
5000 108.0
20.0 17.20 17.40 17.60 17.80
m/z 43.05 28.52%
0 WZZ?.,....,”..M....,..”,..%?%????ﬁ... R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
45.0
1720 17.40 17.60 17.80
5000 67.0 m/z 239.20 28.43%
91.0109.0 1o o
27.0 1600 1500
I S o e R A REREER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #139151: 3,6,9,12,15-Pentaoxanonadecan-1-ol s mama L
48.0 17.20 17.40 17.60 17.80
m/z 109.00 28.28%
5000
89.0
ol 2 75 ‘h‘ doro 180 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.20 17.40 17.60 17.80

8270-BF060517.M Tue Jun 20 18:02:53 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 17 Dicyclohexano-24-crown-8 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.62 7.07 ng 131228 Chrysene-di12 18.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dicvclohexano-24-crown-8 460 C24H4408 017455-23-1 53
2 2-T2-T2-T2-T2-T2-T2-T2-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 40
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 40
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 40
5 Hexaethylene glycol 282 C12H2607 002615-15-8 40
Abundance Scan 2743 (17.621 min): BF096010.D (-2738) (-) m/z 45.05 100.00%
45.0
89.0
5000 133.0 1951
237.1 17.40 17.60 17.80 18.00
T 345.2 m/z 89.00 52.78%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #229165: Dicyclohexano-24-crown-8
45.0
89.0
5000
1870 17.40 17.60 17.80 18.00
"~ 2310 m/z 195.10 51.16%
o \MM‘ 275.0310.0 354.0 460.0
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance
45.0
S N R AR AR
89.0 17.40 17.60 17.80 18.00
5000 ' m/z 133.00 40.18%
133.0
o 177.0 221.0 263.0  327.0 371.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #91747: Pentaethylene glycol
45.0 17.40 17.60 17.80 18.00
m/z 43.00 39.51%
5000
89.0
O "HlJL "i F'%3?f1' '%?%q AL SRR UL SRR UARLELLN B R AR BRI DU R
m'z-> 0 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00

8270-BF060517.M Tue Jun 20 18:02:53 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 18 unknownl7.77 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.77 13.60 ng 252432 Chrysene-di12 18.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-T2-T2-T2-T2-12-T2-T2-T2-T2-(2-... 502 C22H46012 1000352-13-2 40
2 3.6.9.12.15.18.21-Heptaoxabicvcl... 462 C20H31Br0O7 111982-23-1 40
3 2-Propanol. 1.1"-oxvbhis- 134 C6H1403 000110-98-5 38
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 37
5 (S)-Isopropyl lactate 132 C6H1203 063697-00-7 35
Abundance Scan 2768 (17.768 min): BF096010.D (-2763) (-) m/z 45.05 100.00%
48.0
89.0
5000
17.40 17.60 17.80 18.00
Ol 239.1 s21.2 m/z 89.05 60.66%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth...
45.0
89.0
5000
133.0 17.40 17.60 17.80 18.00
m/z 43.00 44 _35%
ok L | kH L 1710 221.0 265.0 309.0 415.0 459.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
45.0
0.0 17.40 17.60 17.80 18.00
5000 ' m/z 109.10 23.51%
133.0
177.0
0 221.0 265.0 3300 383.0420.0 464.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #15094: 2-Propanol, 1,1'-oxybis-
48.0 17.40 17.60 17.80 18.00
m/z 133.10 23.31%
89.0
5000
0 I‘!"I}?ggl'"'P"'I""I""I""I""I”'
m/z-> 0 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00

8270-BF060517.M Tue Jun 20 18:02:54 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

Sample : 13760-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 19 unknown22.59 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.59 3.11 ng 56505 Perylene-di12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexvldodecvl acetate 312 C20H4002 1000368-55-9 47
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 43
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 38
4 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 35
5 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 27
Abundance Scan 3588 (22.591 min): BF096010.D (-3578) (-) m/z 57.05 100.00%
51.0
5000 97.0
39.1 208.0 2572 N AR SR I
| | ” ||| 22.20 22.40 22.60 22.80 23.00
ob—LAY - i B T m/z 43.10 66.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154913: 2-Hexyldodecy! acetate
43.0
5000 83.0 R DR R SRR U
22.20 22.40 22.60 22.80 23.00
F%O m/z 71.05 58.36%
" 167.0 252.0
0 .“. ‘-‘|“‘-‘ “Id .“H.““, H‘.”‘. ) |“.“‘. .‘2.0?'(.).‘. i I‘ — ?9|4-|0| ————————
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0
22.20 22.40 22.60 22.80 23.00
5000 m/z 55.05 55.48%
27,0 13901680 5090 2520 297.0 398.0
m/z--> §0 160 1éo 200 2%0 360 3%0 460
Abundance #119526: 1-Dodecanol, 2-hexyl- A EEaEE B L
57.0 22.20 22.40 22.60 22.80 23.00
m/z 56.10 55.35%
5000 970
N B j i J‘ 18901680 2100 2520
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 351;0 4(')0 22.20 22.40 22.60 22.80 23.00

8270-BF060517.M Tue Jun 20 18:02:55 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096010.D

Aca On 19 Jun 2017 17:17

Operator : SJ/MA

ﬁ?ggle i 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 20 Oxalic acid, isobutyl tetra... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.16 6.38 ng 115973 Perylene-di12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 80
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 80
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 72
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 68
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 68
Abundance Scan 3855 (24.162 min): BF096010.D (-3842) (-) m/z 57.05 100.00%
57.0
5000
1.1
\ 130 2851 025074005810
0||||| ||||l|%¢ﬁﬁﬁﬁﬂﬂwﬁmﬂ m/Z 71.00 63.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57.0
5000
23.8023.9024.0024.10
m/z 97.10 56.16%
1 o 241.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
23.8023.9024.0024.10
5000 m/z 43.05 51.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate R R RRRRAREEEE LS
57.0 23.8023.9024.0024.10
m/z 85.10 45 _85%
5000
1.0
ob J 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 23.8023.9024.0024.10
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061917\

Data File : BF096010.D

Acq On : 19 Jun 2017 17:17

Operator : SJ/MA

3?22 le 13760-01 TZBUD-20170616
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
Oxirane, [(1-meth... 4.49 3.1 ng 67685 1 7.30 430263 20.0
1,3-Pentanediol, ... 8.99 11.6 ng 336302 2 9.33 581632 20.0
Benzene, (1-metho... 9.56 10.5 ng 304344 2 9.33 581632 20.0
4,7-Methano-1H-in... 10.33 58.9 ng 1712220 2 9.33 581632 20.0
unknown10.49 10.49 5.8 ng 167142 2 9.33 581632 20.0
unknown10.53 10.52 4.7 ng 137163 2 9.33 581632 20.0
2,4,7,9-Tetrameth... 11.42 20.0 ng 648937 3 12.16 650291 20.0
unknownl14 .92 14.92 4.6 ng 135329 4 14.54 589352 20.0
unknown15.00 15.00 27.6 ng 813425 4 14.54 589352 20.0
unknown16 .35 16.35 7.9 ng 233043 4 14.54 589352 20.0
unknownl16 .67 16.67 3.2 ng 59516 5 18.28 371162 20.0
unknownl17.49 17 .49 3.5 ng 64532 5 18.28 371162 20.0
Dicyclohexano-24-_.. 17.62 7.1 ng 131228 5 18.28 371162 20.0
unknownl7.77 17.77 13.6 ng 252432 5 18.28 371162 20.0
unknown22 .59 22.59 3.1 ng 56505 6 19.94 363718 20.0
Oxalic acid, isob... 24.16 6.4 ng 115973 6 19.94 363718 20.0
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