LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BFO79411.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.335 10 13 24 rVB 281977 704172 7.15% 2.255%
2 1.484 24 26 34 rVW 620923 1034142 10.50% 3.312%
3 1.610 36 37 46 rW 477470 878397 8.92% 2.814%
4 1.724 46 47 87 rVB 4514641 9847848 100.00% 31.543%
5 5.347 362 364 372 rBV 640981 697872 7.09% 2.235%

6 6.639 475 477 482 rBV 305537 431938 4.39%
7 6.776 487 489 492 rBV 1319539 1431071 14.53%
8 7.073 513 515 517 rBV 313125 349800  3.55%
9 7.256 528 531 533 rBV 1651693 1505916 15.29%

7.770 573 576 578 rBV 1044999 1177212 11.95%
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=
N
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R

11 8.650 650 653 655 rBV 432002 478072 4.85%
12 9.999 768 771 773 rBV 2237466 2424347 24.62%
13 10.811 840 842 845 rBV 417202 535577  5.44%

O P~ RLPNPR
N
[y
U1
R

14 11.794 925 928 931 rBV 1496968 1534499 15.58% 915%
15 11.999 944 946 948 rBV 109362 120178 1.22% 385%
16 12.057 949 951 953 rW 323909 328742 3.34% 1.053%
17 12.102 953 955 957 rVWW2 391302 510638 5.19% 1.636%
18 12.148 957 959 963 rVWW2 234486 525091 5.33% 1.682%
19 12.217 963 965 968 rVv2 138850 254701 2.59% 0.816%
20 12.274 968 970 973 rVW2 244681 324605 3.30% 1.040%
21 12.331 973 975 977 rW 302548 407512 4.14% 1.305%
22 12.377 977 979 981 rVB 180988 195686 1.99% 0.627%
23 12.651 1001 1003 1006 rBvV 596623 575967 5.85% 1.845%
24 14.651 1175 1178 1180 rBV 2442284 2587481 26.27% 8.288%
25 15.943 1289 1291 1294 rBV 586242 623343 6.33% 1.997%
26 16.948 1377 1379 1384 rBV3 113264 223799 2.27% 0.717%
27 17.360 1412 1415 1420 rBV3 106600 208421 2.12% 0.668%
28 17.726 1444 1447 1455 rBvV 526443 967099 9.82% 3.098%
29 18.160 1482 1485 1490 rBV2 102695 178221 1.81% 0.571%
30 18.606 1521 1524 1530 rBvV2 80761 157898 1.60% 0.506%
Sum of corrected areas: 31220245
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LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA_ F\Data\BF©52115\

BFO79411.D

: 21 May 2015 19:07
: TP/1Z

1 G2325-03
Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST@2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.484 59.13 ng 1034140 1,4-Dichlorobenzene-d4 7.073

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
Abundance  scan 26 (1.484 min): BF079411.D\data.ms (-24) (-) m/z 73.10 100.00%
5000 43.1
=1 87.0 SN | U
| ‘ 1.40 1.60 1.80
..,....,....',!.l..,....',....,l..'..,....,....,...., m/z 43.10 40.91%
miz--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methy!-
73.0
5000
43.0 1.40 1.60 1.80
550 87.0 m/z 55.10  28.55%
29.0
R e B e R R RARARRAREEEEEE
miz--> 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73.0
1.40 1.60 1.80
5000 43.0 m/z 87.05 24.10%
58.0
e T B RSN
miz--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy-
73.0 1.40 1.60 1.80
m/z 41.05 13.40%
5000
45.0
29.0
T 590 101.0
e e e e e S e
iz 20 30 40 50 60 70 80 90 100 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 Acetamide, N-(2,6-dimethylp... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.999 4.17 ng 120178 Phenanthrene-di10 12.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetamide, N-(2,6-dimethylphenyl)- 163 C10H13NO 002198-53-0 50
2 2-Acetamidotropone 163 C9HINO2 006422-12-4 47
3 N-Allyl-p-hydroxybenzamide 177 C10H11NO2 090921-72-5 43
4 2-Propanone, 1-(4-methoxyphenyl)- 164 C10H1202 000122-84-9 43
5 p-Sec-butylphenyl acetate 192 C12H1602 003245-24-7 43

Abundance  scan 946 (11.999 min): BF079411.D\data.ms (-944) (- M/z 121.10 100.00%

121.1
5000
163.1

43.1
91.0 220.2 1200

...,....,”....|,..'..‘,.'.'..,-.:.-. R m/z 107.10  45.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31199: Acetamide, N-(2,6-dimethylphenyl)-
121.0
163.0

5000 1200
43.0 m/z 163.10  31.40%
J 77.0
IIIIIIIIIIIIIIlllllllllllllllllIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31429: 2-Acetamidotropone
121.0
—r—
12.00
5000 m/z 177.10 12.79%
163.0
43.0 93.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40451: N-Allyl-p-hydroxybenzamide T
121.0 12.00

m/z 43.10 11.71%

5000
56.0 93.0 177.0
280 | | ‘ 1480

miz--> 20 40 60 80 100 120 140 160 180 200 220 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.057 11.42 ng 328742  Phenanthrene-di10 12.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
3 1-n-Hexyladamantane 220 C16H28 022458-75-9 59
4 1-Adamantanecarboxylic acid, 2-a... 314 C21H3002 1000282-94-3 50
5 m-Anisic acid, cyclobutyl ester 206 C12H1403 1000292-25-0 50

Abundance  scan 951 (12.057 min): BF079411.D\data.ms (-949) (- M/z 135.05 100.00%

136.1
5000

107.1 T
12.00
a0 77 | 161.0 220.2 )
L R R N s LR LR R R RREE R m/z 107.05 14.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
A

5000 T 1
1200
m/z 136.05 10.31%
57.0 107.0
29.0, 7 810, 175.0 206.0
e A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
136.0 AA
L
12.00
5000 m/z 41.05 7.11%

107.0
41.0 ‘ 164.0
77.0
S P PR AV T E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

#69640: 1-n-Hexyladamantane
135.0 12 OO

m/z 121.10 5.49%

5000
55.0 190 1070 | 1770 2200

miz--> 20 40 60 80 100 120 140 160 180 200 220 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

5K 5k 5k ok ok ok 3k 3k 3k 3k sk 3k 3k 5K 5K 5K 5K 5K 5K 5K ok ok ok % 3k 3k 3k 3k 3k 3k 5k 5K 5K 5K 5K 5K 5K 5k ok ok ok ok 3k 3k 3k 3k sk 5k 5K 5K 5K 5K 5K 5K 5K ok ok %k %k %k ok sk sk ok sk ok ok ok K
Peak Number 9 Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.102 17.73 ng 510638 Phenanthrene-d10 12.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 55
2 Acetamide, N-(3-methylphenyl)- 149 CSH11NO 000537-92-8 49
3 1,5,6,7-Tetrahydro-4-indolone 135 C8HINO 013754-86-4 46
4 2,5-Cyclohexadiene, 1,4-diethyl-... 164 C12H20 1000150-21-6 43
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 35

Abundance  scan 955 (12.102 min): BF079411.D\data.ms (-953) (- M/z 149.05 100.00%
107.1 149.1
5000
191.2
551 P
A 220.2 —
et m/z 135.05  94.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22689: Phenol, 2-(1,1-dimethylethyl)-
135.0
107.0
5000
12 OO
m/z 107.05 93.26%

L 770[
?ﬁfz.”,.An,+n.,.”t,..L e A SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22577: Acetamide, N-(3-methylphenyl)-
10y.0

1200
5000 m/z 121.05 63.03%

149.0
43.0 77.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance ;

#14996: 1,5,6,7-Tetrahydro-4-indolone
79.0 10y.0 135.0 12 OO

m/z 191.20 26.96%

5000
28. o >0
| \L i Al | A

miz--> 20 40 60 80 100 120 140 160 180 200 220 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 Butane, 1,3-dibromo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.148 18.23 ng 525091 Phenanthrene-di0 12.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 1,3-dibromo- 214 C4H8Br2 000107-80-2 78
2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
4 2H-1,4-Benzoxazine, 3,4-dihydro- 135 C8HIONO 005735-53-5 56

5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 56

Abundance  scan 959 (12.148 min): BF079411.D\data.ms (-957) (- M/z 135.05 100.00%

136.1
5000
A

107.1 12:00 12.50
411 770 | 163.1 220.2
A Raaa o e R ARRANsaRaEaIaYCua S e m/z 107.10 12.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65836: Butane, 1,3-dibromo-
55.0 13§.0
A

5000 T

12 00 12 50
m/z 136.05 9.56%
107.0 216.0 /
j 810,
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0 AA
T ALY NN/
12.00 12.50
5000 41.10 4.69%

107.0

41.0
170, | | 770 | 163.0 2060
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance ;

#31858: Phenol, 4-(1,1-dimethylpropyl)-
135.0 1200 1250

m/z 121.10 3.61%

5000 1070
41, o 77 0 | 16? 0
1 L1 " |

miz--> 20 40 60 80 100 120 140 160 180 200 220 1200 1250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok 3 ok oK 3 oK K oK oK K oK oK K oK oK K 3k oK K K ok K oK oK K ok oK K ok oK K oK ok K 3k ok K ok oK ok oK K ok oK K ok ok K K ok K K ok K ok Kk Kk ok oK

Peak Number 11 Phenol, 4-(1,1-dimethylprop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.217 8.84 ng 254701  Phenanthrene-di10 12.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72
2 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 64
3 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 64
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 50
5 S-[1,2,3-Benzotriazin-4-yl]-N-me... 220 C9H8N40S 1000254-70-9 47

Abundance  scan 965 (12.217 min): BF079411.D\data.ms (-963) (- M/z 135.05 100.00%

135.1
5000
A T I T T T T I T T
41.0 91.1 77.1 12.00 12.50
T | 220.1 9
e el LT m/z 107.10  42.45%
miz--> 50 100 150 200 250 300 350
Abundance #31858: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 US T | T T T T | T T
12.00 12.50
m/z 121.1@ 31.27%
41.0 95.
L Y
miz--> 50 100 150 200 250 300 350
Abundance #22642: Phenol, m-tert-butyl-
135.0
— T
12.00 12.50
5000 m/z 163.10 15.05%
41.0 95,1;
..'.'.l,m.‘.L..'I,.'...,....,....,....,....,.
miz--> 50 100 150 200 250 300 350
Abundance  #142797: ((1,2-Diethylethylene)bis(p-phenylene))diace — A=A
135.0 12.00 12.50
m/z 136.05 11.44%
5000
177.0
43.0 [
a0 ovo | | amozmse ssac , JWAJy s
mz--> 50 100 150 200 250 300 350 12.00 12,50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

5K 5k 5k ok ok ok 3k 3k 3k 3k sk 3k 3k 5K 5K 5K 5K 5K 5K 5K ok ok ok % 3k 3k 3k 3k 3k 3k 5k 5K 5K 5K 5K 5K 5K 5k ok ok ok ok 3k 3k 3k 3k sk 5k 5K 5K 5K 5K 5K 5K 5K ok ok %k %k %k ok sk sk ok sk ok ok ok K
Peak Number 12 2-Methyl-4-hydroxybenzoxazole Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.274 11.27 ng 324605 Phenanthrene-di0 12.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 64
2 Benzenepropanoic acid, 2-propeny... 190 C12H1402 015814-45-6 50
3 Phenol, 4-(1,1-dimethylethyl)-2-... 164 C11H160 000098-27-1 38
4 Phenol, 4-butyl- 150 C10H140 001638-22-8 38
5 4-Methyl-2-tert-octylphenol 220 C15H240 004979-46-8 35

Abundance  scan 970 (12.274 min): BF079411.D\data.ms (-968) (- M/z 149.05 100.00%

149.1
107.1
5000
—
55.0 trrd 12.00 12.50
L 0 O O | 2202
e e e e m/z 107.05  76.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0 N
5000 T I T T T T I T T
12.00 12.50
0y
52.0 90 m/z 121.10 37.81%
270| 1
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #49137: Benzenepropanoic acid, 2-propenyl ester
107.0
— T
12.00 12.50
m/z 177.10 16.33%
5000 1490 /
79.0 190.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31878: Phenol, 4-(1,1-dimethylethyl)-2-methyl- A
149.0 12.00 12.50
m/z 55.05 14.40%
5000
121.0
180 850, T el i
iz 20 40 60 80 100 120 140 160 180 200 220 1200 1250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok 3 ok oK 3 oK K oK oK K oK oK K oK oK K 3k oK K K ok K oK oK K ok oK K ok oK K oK ok K 3k ok K ok oK ok oK K ok oK K ok ok K K ok K K ok K ok Kk Kk ok oK

Peak Number 14 Benzene, 1l-isocyanato-2-met... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.377 6.80 ng 195686  Phenanthrene-di0 12.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-isocyanato-2-methoxy- 149 C8H7NO2 000700-87-8 50
2 Pyridinium, 1-(acetylamino)-2,6-... 164 C9H12N20 031020-35-6 40
3 Diethyl Phthalate 222 C12H1404 000084-66-2 38
4 Phenol, 4-(1,1-dimethylethyl)-2-... 164 C11H160 000098-27-1 38
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 38
Abundance  scan 979 (12.377 min): BF079411.D\data.ms (-977) (- M/z 149.05 100.00%
149.1
5000 107.1
=
55.1 29,0 771 2909 12.00 12.50
...,....,"...|.,...?,'..'.-.,..'..-,'...'.,. A e AR RAARAR m/z 107.10  49.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22496: Benzene, 1-isocyanato-2-methoxy-
149.0
5000 120.0
12. 00 12 50
78.0
51.0 m/z 135.05 18.61%
270 | \
rrrr e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #32416: Pyridinium, 1-(acetylamino)-2,6-dimethyl-, hy
149.0
12. 00 12 50
5000 107.0 m/z 55.10 11.32%
65.0
SN L N O SO VS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70482: Diethyl Phthalate -
149.0 1200 1250
m/z 150.05 10.43%
5000
177.0
200 650 1050 | ‘ 222.0
I R N R |

miz--> 20 40 60 80 100 120 140 160 180 200 220 1200 1250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok 3 ok oK 3 oK K oK oK K oK oK K oK oK K 3k oK K K ok K oK oK K ok oK K ok oK K oK ok K 3k ok K ok oK ok oK K ok oK K ok ok K K ok K K ok K ok Kk Kk ok oK

Peak Number 15 Cyclotetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.948 4.63 ng 223799  Perylene-di2 17.726
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
3 2-Tetradecene, (E)- 196 C14H28 ©35953-53-8 89
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 70
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 64

Abundance  scan 1379 (16.948 min): BF079411.D\data.ms (-1377) M/z 57.05 100.00%

57.0
5000 :

m/z 43.10 92.39%

miz--> 50 100 150 200 250
Abundance #53623: Cyclotetradecane
55.0
97.0

5000 T T T T I T
196.0 17.00

m/z 55.05 70.37%

39.0 \
— i gy
miz--> 50 100 150 200 250
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0

97.0 e —
17.00
5000 m/z 83.10 58.35%
oalal Ll g} 1390 1800 2380 g5
Bl ey
miz--> 50 100 150 200 250
Abundance #53627: 2-Tetradecene, (E)- L S
55.0 17.00

m/z 71.1@ 54.51%

5000
97.0
o (4| s 0020
; e

miz--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok 3 ok oK 3 oK K oK oK K oK oK K oK oK K 3k oK K K ok K oK oK K ok oK K ok oK K oK ok K 3k ok K ok oK ok oK K ok oK K ok ok K K ok K K ok K ok Kk Kk ok oK

Peak Number 16 Pentafluoropropionic acid, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.360 4.31 ng 208421  Perylene-di2 17.726
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 90
3 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 64
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 60
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 60

Abundance  scan 1415 (17.360 min): BF079411.D\data.ms (-1412) M/z 57.10 100.00%
57.1

5000

-

— T .
17.00 17.50
m/z 43.10 92.69%

miz--> 50 100 150 200 250
Abundance  #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
97.0

5000 | L
17.00 17.50
m/z 55.05 71.21%
ZHO
e
miz--> 50 100 150 200 250
Abundance  #164553: Heptafluorobutanoic acid, heptadecy! ester
57.0
T

T T T
17.00 17.50

5000 m/z 69.05 55.58%

-

miz--> 50 100 150 200 250
Abundance  #159526: Pentafluoropropionic acid, octadecyl ester L R L
43.0 17.00 17.50

m/z 97.05 55.51%

5000
83.0
Ik ( | ‘x 12501540 1950  252.0
A )4 fiie0 1950 292D

iz 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok 3 ok oK 3 oK K oK oK K oK oK K oK oK K 3k oK K K ok K oK oK K ok oK K ok oK K oK ok K 3k ok K ok oK ok oK K ok oK K ok ok K K ok K K ok K ok Kk Kk ok oK

Peak Number 17 Dichloroacetic acid, heptad... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

18160 3.69ng 178221 perylene-di2 17.726

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Dichloroacetic acid, heptadecyl ...
2 Cyclopentadecane

366 C19H36C1202 1000282-98-2 92
210 C15H30 000295-48-7 89

3 1-Hexadecanesulfonyl chloride 324 C16H33C102S ©38775-38-1 70
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 70
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 64

Abundance  scan 1485 (18.160 min): BF079411.D\data.ms (-1482) M/z 57.10 100.00%
57.1

97.1
5000
—
18.00 18.50
—t m/z 43.10 92.12%
miz--> 50 100 150 200 250 300
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 II|IIII|I
18.00 18.50
m/z 55.10 63.73%
a1 \ 139.0 1800 2380 950
-l R
miz--> 50 100 150 200 250 300
Abundance #63050: Cyclopentadecane
83.0
210.0 — T
410 18.00 18.50
5000 m/z 83.10 56.10%
25.0
A Tagen )
miz--> 50 100 150 200 250 300
Abundance #129672: 1-Hexadecanesulfonyl chloride — T T
57.0 18.00 18.50
m/z 97.10 53.04%
97.0
h AA/\—‘H
39.0
J . J \ ?[.h , 181.0 22?'0 271.0307.0
L e T ————————
miz--> 50 100 150 200 250 300 18100 1850
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok 3 ok oK 3 oK K oK oK K oK oK K oK oK K 3k oK K K ok K oK oK K ok oK K ok oK K oK ok K 3k ok K ok oK ok oK K ok oK K ok ok K K ok K K ok K ok Kk Kk ok oK

Peak Number 18 1-Hexadecanesulfonyl chloride Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
18.606 3.27 ng 157898  Perylene-di2 17.726
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexadecanesulfonyl chloride 324 C16H33C102S 038775-38-1 62
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 60
3 Dichloroacetic acid, 4-pentadecy... 338 C17H32C1202 1000280-64-9 58
4 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 53
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 53

Abundance  scan 1524 (18.606 min): BF079411.D\data.ms (-1521) M/z 57.10 100.00%

57.1
5000
—
18.50
m/z 43.106 83.31%
m/z--> 50 100 150 200 250 300
Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0
97.0
5000 T [ T T T T [ T
18.50
‘ 30,0 m/z 55.10 60.79%
- 224.0
LT gm0 200 2ri0ano
m/z--> 50 100 150 200 250 300
Abundance  #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
—
97.0 18.50
5000 v l m/z 97.10 59.43%
39.0 238.0
AL LS gm0 | P09 2030 MJ
m/z--> 50 100 150 200 250 300
Abundance  #136175: Dichloroacetic acid, 4-pentadecyl ester L I A R B
55.0 18.50
m/z 83.10 58.31%
5000 97.0
‘ { oo 2100
A 1.LW ;kt.ﬁtfr..r., e
miz--> 50 100 150 200 250 300 1850
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF052115\
Data File : BF@79411.D

Acq On : 21 May 2015 19:07
Operator : TP/IZ

Sample : G2325-03

Misc

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 1.484 59.1 ng 1034140 1 7.073 349800 20.0
Acetamide, N-(2... 11.999 4.2 ng 120178 4 12.651 575967 20.0
Phenol, 4-(1,1,... 12.057 11.4 ng 328742 4 12.651 575967 20.0
Phenol, 2-(1,1-... 12.102 17.7 ng 510638 4 12.651 575967 20.0
Butane, 1,3-dib... 12.148 18.2 ng 525091 4 12.651 575967 20.0
Phenol, 4-(1,1-... 12.217 8.8 ng 254701 4 12.651 575967 20.0
2-Methyl-4-hydr... 12.274 11.3 ng 324605 4 12.651 575967 20.0
Benzene, 1-isoc... 12.377 6.8 ng 195686 4 12.651 575967 20.0
Cyclotetradecane 16.948 4.6 ng 223799 6 17.726 967099 20.0
Pentafluoroprop... 17.360 4.3 ng 208421 6 17.726 967099 20.0
Dichloroacetic ... 18.160 3.7 ng 178221 6 17.726 967099 20.0
1-Hexadecanesul... 18.606 3.3 ng 157898 6 17.726 967099 20.0
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