LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030918\
Data File : BF103566.D
Aca On : 9 Mar 2018 19:20 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22Ie - J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 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-BF022218.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 5.104 510 513 527 rBV 102603 182454 4_.70% 0.528%
2 5.498 576 580 615 rBY 2551253 3881261 100.00% 11.238%
3 6.151 687 691 706 rBV3 53785 224245 5.78% 0.649%
4 6.510 748 752 770 rBVY 2643157 3854604 99.31% 11.161%
5 6.639 770 774 784 rVV 3173038 3575732 92.13% 10.353%
6 6.716 784 787 796 rVvv2 92237 249915 6.44% 0.724%
7 6.787 797 799 809 rVB 37796 70412 1.81% 0.204%
8 6.863 809 812 820 rBV 923854 970760 25.01% 2.811%
9 7.022 835 839 854 rBY 2319714 2435274 62.74% 7.051%
10 7.434 905 909 933 rBVY 1695240 2419422 62.34% 7 .005%
11 7.586 933 935 940 rVB 35662 39438 1.02% 0.114%
12 8.086 1014 1020 1027 rBV5 19829 46937 1.21% 0.136%
13 8.151 1027 1031 1055 rVB 915978 1349557 34.77% 3.908%
14 8.516 1087 1093 1100 rBv4 30925 70641 1.82% 0.205%
15 9.022 1174 1179 1182 rBV 54269 67735 1.75% 0.196%

16 9.086 1187 1190 1199 rVB 343574 341179 8.79% 0.988%
17 9.198 1206 1209 1210 rBV 377364 303645 7.82% 0.879%
18 9.222 1210 1213 1223 rVB 2826509 2902099 74.77% 8.403%
19 9.398 1240 1243 1255 rBV 64074 137768 3.55% 0.399%
20 9.628 1273 1282 1288 rBV7 20506 56816 1.46% 0.165%

21 9.704 1291 1295 1302 rBV 80233 113405 2.92% 0.328%
22 9.816 1310 1314 1319 rVB 43744 43481 1.12% 0.126%
23 9.904 1325 1329 1341 rBV 1107900 1226397 31.60% 3.551%
24 10.292 1392 1395 1397 rBV 129578 116502 3.00% 0.337%
25 10.316 1397 1399 1402 rVB 150563 115024 2.96% 0.333%

26 10.704 1461 1465 1477 rBV 1161162 1536751 39.59% 4._.450%

27 10.792 1477 1480 1485 rVB2 60461 79594 2.05% 0.230%
28 10.898 1493 1498 1502 rVB 69740 63376 1.63% 0.184%
29 11.239 1552 1556 1559 rBV 50704 60561 1.56% 0.175%
30 11.333 1569 1572 1575 rVB 44805 40966 1.06% 0.119%

31 11.404 1580 1584 1596 rVvVv 820993 996486 25.67% 2.885%
32 11.545 1605 1608 1612 rBV 589176 497002 12.81% 1.439%
33 11.604 1615 1618 1624 rVB3 42719 61553 1.59% 0.178%
34 11.669 1626 1629 1631 rBV 39795 39887 1.03% 0.115%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030918\
Data File : BF103566.D
Aca On : 9 Mar 2018 19:20 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?22Ie - J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.951 1672 1677 1680 rBV 2262185 2255140 58.10% 6.530%

36 12.074 1695 1698 1701 rBV 52748 44592 1.15% 0.129%
37 12.427 1754 1758 1762 rBV 54845 66584 1.72% 0.193%
38 12.463 1762 1764 1768 rVB 56182 44977 1.16% 0.130%
39 12.633 1790 1793 1798 rVB 27361 39744 1.02% 0.115%
40 12.833 1825 1827 1829 rBVY 57487 50393 1.30% 0.146%
41 12.863 1829 1832 1837 rVB 55803 54794 1.41% 0.159%
42 12.986 1849 1853 1863 rBV 1893527 1862680 47.99% 5.393%
43 13.192 1885 1888 1893 rVB 63190 59289 1.53% 0.172%
44 13.533 1943 1946 1949 rBVY 66009 63458 1.63% 0.184%
45 13.863 1999 2002 2008 rBVY 110549 129489 3.34% 0.375%
46 14.004 2023 2026 2029 rVB 98674 84337 2.17% 0.244%
47 14.063 2032 2036 2044 rVvVv 693983 818361 21.08% 2.370%
48 14.492 2106 2109 2113 rBV2 53877 61056 1.57% 0.177%
49 14.798 2158 2161 2166 rBVY 40060 46735 1.20% 0.135%
50 14.874 2171 2174 2177 rBV2 33137 40728 1.05% 0.118%
51 15.139 2216 2219 2224 rVB3 36976 50501 1.30% 0.146%

52 15.568 2288 2292 2303 rBV 361672 592863 15.28% 1.717%

Sum of corrected areas: 34536600
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030918\

BF103566.D
9 Mar 2018 19:20
SJ/Ju
J1821-01
17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

COMPOSITE-1-3-20180204

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF103566.D

5.50

5.10
|

6.15

6.51

64

7.02

6.86

€%

7.43

7.59

0
Time-->

5.00

5.50

Y —
LI B T

6.00

6.50

7.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

8.

8.15

TIC: BF103566.D

9.90 10.70

11.40

8.52 i 0I®90 1114

11.95

12.99

13.19

13.53

Ol

Time--> 8.00

I
10.00 10.50 11.00 11.50

8.50

9.09
gﬁkjg 9.40 8498
T

! I
9.00 9.50

12.00

12.50

13.00

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.84.

TIC: BF103566.D

14.06
15.57

14.49 141887 15.14
DS L

Time-->

14.00

16.50 17.00 17.50

14.50

15.00 15.50 16.00

18.00

18.50

19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030918\

Data File : BF103566.D

Aca On 9 Mar 2018 19:20

Operator : SJ/JU

ﬁ?ggle : J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 7

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

5.10 3.76 ng 182454 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23

Abundance Scan 512 (5.098 min): BF103566.D (-510) (-) m/z 43.00 100.00%
a3
59
5000
o1 o 1‘|’1 480 500 520 540
o} RSN oY [ ML 20710 | N+ S m/z 59.00 57.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS LA UL

480 5.00 520 5.40
59 m/z 58.00 16.52%

101
0 21 37| 53 ‘ 67 77 83 o1
R I B S L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
SR S R
57 4.80 500 520 5.40
5000 m/z 100.90  16.00%
29 101
o 15 37 51 73 83 95
T I T e O s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T e
59 4.80 5.00 5.20 5.40
m/z 40.95 9.86%
5000 41
69 87
15 \ 53 | 98
0.”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..“
m/z--> 10 20 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030918\

Data File : BF103566.D

Aca On 9 Mar 2018 19:20

Operator : SJ/JU

ﬁ?ggle : J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 6

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

6.15 4.62 ng 224245 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 83
2 .beta.-Methoxvethoxvmethvl chloride 124 C4H9CIO2 003970-21-6 39
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 38
4 Ethane. l-methoxv-2-(methoxvmeth... 120 C5H1203 074498-88-7 38
5 Ethane, 1,2-dimethoxy- 90 C4H1002 000110-71-4 9

Abundance Scan 691 (6.151 min): BF103566.D (-687) (-) m/z 45.00 100.00%
45
5000 59
75 90 580 600 620 640
Obrrrr prrrr prrr e e e e sl e ey || M/Z 59.00  43.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9258: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59
5.80 6.00 6.20 6.40
8l % m/z 58.00 25.66%
o s L T e m
L I I I IR SIS SULIULE IR IULIL IALLEE SRS BRREE BRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
580 6.00 620 640
5000 29 e m/z 90.00 12.14%
15
a6 29 89
e R RN R LA LS AR RARES RARAS RSN WSS SARRS RRARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- R
45 5.80 6.00 6.20 6.40
m/z 43.00 12.09%
5000 59
31
73
0 “\“3$M Ll H 85 103
L I I I IURIUL SIS SULIULE INLIL IULILS IS BLSE BRREE BRRRE IRENAREENAESE AR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103566.D

Aca On : 9 Mar 2018 19:20

Operator : SJ/JU

Sample : J1821-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.64 Concentration Rank 1

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

6.64 73.67 ng 3575730 1,4-Dichlorobenzene-d4 6.86
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 774 (6.639 min): BF103566.D (-770) (-) m/z 132.00 100.00%
5000 68
96
40 54 J 6.40 6.60 6.80 7.00
o |78 | sus Wl w/z 68.00  A41.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.18%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 29.23%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 16.48%
5000 98 116
o b L 89 o7 || ) ass 89 AN
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF022218.M Mon Mar

12 11:48:12 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030918\

Data File : BF103566.D

Aca On 9 Mar 2018 19:20

Operator : SJ/JU

ﬁ?ggle : J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5

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

6.72 5.15 ng 249915 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 38
4 Diethvl carbitol 162 C8H1803 000112-36-7 36
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 33

Abundance Scan 788 (6.722 min): BF103566.D (-784) (-) m/z 45.00 100.00%
45
5000
59
ki 6.40 6.60 6.80 7.00
104 : - : -
o..,....,..3.6.,.|'...,....l....,l'.'..,....?l..??,....,....,... m/z 59.00 29.82%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 AR SR SRR AR
31 59 72 6.40 6.60 6.80 7.00
m/z 72.00 20.56%
0 “‘ 39 53 |, 65 |, 79 89 104 196
mz-> 20 30 40 50 60 70 8 90 100 110 120
Abundance
45
6.40 6.60 6.80 7.00
5000 31 59 m/z 43.00 16.13%
o B o e P T a0
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-
45 6.40 6.60 6.80 7.00
m/z 73.00 12.96%
5000 59
31
73
0 25\\‘ \‘m 51 |, 67 || 85 103
m/z--> 20 30 40 50 éo 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030918\

Data File : BF103566.D

Aca On 9 Mar 2018 19:20

Operator : SJ/JU

ﬁ?ggle : J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Propanoic acid, 2-methyl-, ... Concentration Rank 4

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

9.09 5.56 ng 341179 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 86
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 72
3 Isophvtol 296 C20H400 000505-32-8 43
4 3-Hexanone. 2.5-dimethvl-4-nitro- 173 C8H15N03 059906-54-6 43
5 Butanoic acid, l-methylpropyl ester 144 C8H1602 000819-97-6 42

Abundance Scan 1191 (9.092 min): BF103566.D (-1187) (-) m/z 71.00 100.00%
7
43
5000
\ T I | 111 159143 173 8.80 9.00 9.20 9.40
Ob e w”.w”.w”..”.w”.w”.w”.w”.w”.w”.w” m/z 43.00 74.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000
8.80 9.00 9.20 9.40
89 m/z 56.00 35.40%

7
o 111 143 173
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
43

8.80 9.00 9.20 9.40
5000 m/z 83.00 25.73%

20057 89 111 157143150173 108215 243

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141398: Isophytol R RR S e s
71 8.80 9.00 9.20 9.40

m/z 41.00 23.21%

5000
43
57
1529 || | |, 95109123137152  179193207222236 278

I e B LA s i e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030918\

Data File : BF103566.D

Aca On 9 Mar 2018 19:20

Operator : SJ/JU

ﬁ?ggle : J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Vanillin Concentration Rank 9

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

9.40 2.25 ng 137768 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 96
3 4-Hvdroxv-2-methoxvbenaldehvde 152 C8H803 018278-34-7 80
4 Benzaldehvde. 3-(chloroacetoxv)-... 228 C10H9CI04 066267-38-7 64
5 Benzaldehyde, 4-(methylthio)- 152 C8H80S 003446-89-7 50

Abundance Scan 1243 (9.398 min): BF103566.D (-1240) (-) m/z 152.00 100.00%
182
5000
81
53 65 109 123 w%
39 9.00 9.20 9.40 9.60 9.80
Wy 73l 98 187,
o} e A [ R m/z 150.95  93.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25794: Vanillin
151
5000 -1ﬂﬂrrrr£***£>;ﬁﬂfrfT**1ﬂﬂ'
a1 9.00 9.20 9.40 9.60 9.80
109 153 m/z 80.95 34.12%
15 29 3\9 \H \H 73\\\‘ 93 | ‘ 1:\37 \
m/z--> 15 ﬁo §o 45 éo éo 70 80 §o 160 110 150 1éo 140 1éo 160
Abundance
151
9.00 9.20 9.40 9.60 9.80
5000 m/z 52.90 21.89%
8t 109
53
. 15 29 39 63 g 95 13 17
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25856: 4-Hydroxy-2-methoxybenaldehyde
151 9.00 9.20 9.40 9.60 9.80
m/z 109.00 20.29%
5000 123
81 109
39 53 ‘ 137
OHPHWHHVHM““NMWM '%N““ﬁiWH“VHWH“V”M““l“'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030918\

Data File : BF103566.D

Aca On 9 Mar 2018 19:20

Operator : SJ/JU

ﬁ?ggle : J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Phthalic acid, 8-chloroocty... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.55 9.98 ng 497002 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 8-chlorooctvl iso... 368 C20H29CI04 1000356-85-8 83
2 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 83
3 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 83
4 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 78
5 Phthalic acid, isobutyl 4-methyl... 334 C20H3004 1000377-93-8 78
Abundance Scan 1609 (11.551 min): BF103566.D (-1605) (-) m/z 148.95 100.00%
149
5000
a7 s 10 1150 110 1160 T1g0 |
76 223 : : - :
Olprrrrtord pirrbr i brrea o 189205 288 | M/Z 57.00  21.35%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #195329: Phthalic acid, 8-chlorooctyl isobutyl ester
149
5000 RN SUNIRE UL BN
11.20 11.40 11.60 11.80
m/z 41.00 10.83%
o 45 76 104121 | 167 205 223 205 313
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
149
11.20 11.40 11.60 11.80
5000 m/z 150.00 8.75%
57
o 6 1045 167 189205 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #172656: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ... R AR
149 11.20 11.40 11.60 11.80
m/z 104.00 7.40%
5000
41 70 223
ol 4 .85 104121 | 167 205 [ 261279
miz-> 20 40 60 80 160 150 140 160 180 200 220 240 260 280 300 11,20 11.40 11,60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030918\

Data File : BF103566.D

Aca On 9 Mar 2018 19:20

Operator : SJ/JU

ﬁ?ggle : J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1-Dodecanol, 2-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.16 ng 129489 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
2 Hexadecane 226 C16H34 000544-76-3 83
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 83
4 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 80
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 74
Abundance Scan 2002 (13.863 min): BF103566.D (-1999) (-) m/z 57.00 100.00%
g7
5000
“ f“ |13.60 13.80 14.00 14.20
139 169194 226 : . . .
o....,..J.,.l...,...l.gf‘....,....3,°f‘...,....,....,...., m/z 43.00 71.19%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119526: 1-Dodecanol, 2-hexyl-
57
5000 85 LI SRR BRI SULRN SR
111 13.60 13.80 14.00 14.20
29 m/z 71.00 53.43%
oLl h‘ Liy o6t gezoazee
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
|13.60 13.80 14.00 14.20
5000 g5 m/z 55.00 50.51%
29
o 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate e  RRRaE Bam s
57 13.60 13.80 14.00 14.20
m/z 85.00 40.60%
97
5000
125
o 29 J 11153181208 250278306 334 364392 437 488
m/z--> 55 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030918\

Data File : BF103566.D

Aca On 9 Mar 2018 19:20

Operator : SJ/JU

3?22'6 : J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Bis(2-ethylhexyl) phthalate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.06 ng 84337 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 80
2 Phthalic acid. di(2-propvilpentvl... 390 C24H3804 1000377-93-5 72
3 Phthalic acid. di(2-methvibutvl)... 306 C18H2604 1000322-82-5 64
4 Phthalic acid. cvclohexvl 2-pent... 318 C19H2604 1000315-55-3 64
5 Phthalic acid, isohexyl 4-methyl... 334 C20H3004 1000356-87-5 59
Abundance Scan 2025 (13.998 min): BF103566.D (-2023) (-) m/z 149.00 100.00%
149
5000 57
83 00113 13, 13.60 13.80 14.00 14.20 14.40
ol % 13 219 2 38 “m/z 57.00 39.56Y%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207665: Bis(2-ethylhexyl) phthalate
149
5000 AU S R B
5 167 1360 13.80 14.00 14.20 14.40
m/z 43.00 24 .31%
. e 1 1w | 261277
miz-> 20 40 60 éo 100 120 150 160 180 200 220 240 260 280 300 320
Abundance
149
13.60 13.80 14.00 14.20 14.40
5000 m/z 166.90 23.04%
167
41 57 84 113 132 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #149579: Phthalic acid, di(2-methylbutyl) ester
149 13.60 13.80 14.00 14.20 14.40
m/z 71.00 23.03%
5000
43 71
o271 a3 1§7 219237
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1360 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030918\

Data File : BF103566.D

Acq On : 9 Mar 2018 19:20

Operator : SJ/JU

3?22'6 - J1821-01 COMPOSITE-1-3-20180204
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 5.10 3.8 ng 182454 1 6.86 970760 20.0
Ethanol, 2-(2-met... 6.15 4.6 ng 224245 1 6.86 970760 20.0
unknown6 .64 6.64 73.7 ng 3575730 1 6.86 970760 20.0
Ethanol, 2-(2-eth... 6.72 5.2 ng 249915 1 6.86 970760 20.0
Propanoic acid, 2... 9.09 5.6 ng 341179 3 9.90 1226400 20.0
Vanillin 9.40 2.3 ng 137768 3 9.90 1226400 20.0
Phthalic acid, 8-... 11.55 10.0 ng 497002 4 11.40 996486 20.0
1-Dodecanol, 2-he... 13.86 3.2 ng 129489 5 14.06 818361 20.0
Bis(2-ethylhexyl)... 14.00 2.1 ng 84337 5 14.06 818361 20.0
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