LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104057.D

Aca On : 29 Mar 2018 18:01

Operator : JU/SJ

Sample : J2117-03

Misc :

ALS Vial : 15 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-BF032818.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 2.293 31 35 43 rVB 74840 101008 4.27% 0.531%
2 5.210 527 531 539 rBV 48082 70765 2.99% 0.372%
3 5.598 593 597 619 rBY 1121036 1777321 75.16% 9.342%
4 6.598 764 767 787 rBVY 1148936 1955823 82.71% 10.280%
5 6.739 787 791 826 rVV 1574668 2364598 100.00% 12.428%

6.969 826 830 852 rvv 348327 606313 25.64% 3.187%
7.122 852 856 879 rvvV 1368068 1581737 66.89% 8.314%
7.534 922 926 949 rBV 691771 1225776 51.84% 6.443%
19519 35235 1.49% 0.185%
8.245 1044 1047 1073 rBvV 533724 807634 34.16% 4.245%

=
QOO ~NO®

\l

()]

(00]

=

O

N

©

O

a1

=

(o]

()]

N

=

<

0o

w

11 8.728 1126 1129 1132 rBV 53741 41262 1.74% 0.217%
12 9.316 1225 1229 1244 rBV 1959003 2181988 92.28% 11.469%
13 9.651 1282 1286 1289 rVB 159327 139515 5.90% 0.733%
14 9.710 1289 1296 1303 rBV 128967 144777 6.12% 0.761%

15 9.910 1327 1330 1335 rBvV 35668 34147 1.44% 0.179%
16 10.004 1342 1346 1364 rBV 810299 862615 36.48% 4 _.534%
17 10.410 1413 1415 1418 rVB 48897 39333 1.66% 0.207%
18 10.798 1477 1481 1493 rBV 957571 1234997 52.23% 6.491%
19 10.886 1493 1496 1501 rVB 52786 57956 2.45% 0.305%

20 11.498 1597 1600 1617 rBV 523657 727290 30.76% 3.823%

21 13.080 1865 1869 1884 rBV 1434010 1550803 65.58% 8.151%
22 13.957 2015 2018 2025 rBV 173084 187436 7.93% 0.985%
23 14.157 2048 2052 2063 rBV 488489 635189 26.86% 3.339%
24 14.992 2191 2194 2198 rBV2 31769 37356 1.58% 0.196%
25 15.704 2309 2315 2332 rVB 338515 624944 26.43% 3.285%

Sum of corrected areas: 19025818
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104057.D

Aca On : 29 Mar 2018 18:01

Operator : JU/SJ

Sample : J2117-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF104057.D

6.74
1500000 7.12

5.60 6.60
1000000

7.53

500000
6.97

2.29 5.21 k
" J 7.68

oL e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF104057.D
9|32

1500000 13.08

1000000 10.80
10.00

8.25 11.50
500000

9691
8.73 f 9.9 10.41 0.89
A A

O e e A e e

T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104057.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104057.D

Aca On : 29 Mar 2018 18:01

Operator : JU/SJ

Sample : J2117-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.29 3.33 ng 101008 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 35 (2.293 min): BF104057.D (-31) (-) m/z 73.10 100.00%
3
5000 /\k
43 55 87 B VO —
o7 220 2.40 260
Ol et e S8 Tm/z 43.05  31.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LA WL R
43 55 220 240 260
- 87 m/z 87.10 26 .68%
. LB |14 | 6167 101
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
43 73
30 . 220 240 260
5000 m/z 55.00 24 .10%
15
52
e L L S UL L UL S I UL WL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #734: N-Ethylformamide
30 220  2.40 2.60
73 m/z 71.10 12.03%
5000
44 58
18 ‘ |
0"'|““l|"“ ""W“w'|'“'|"'w""|”"|"“|""| AU
m/z--> 10 20 30 40 50 60 70 80 90 100 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104057.D

Aca On : 29 Mar 2018 18:01

Operator : JU/SJ

Sample : J2117-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.21 2.33 ng 70765 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 3-Pentanol 88 C5H120 000584-02-1 25
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 531 (5.210 min): BF104057.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 N e
I 83 480 5.00 5.20 5.40 5.60
0“W”“P”W””w”W”LP”W””P”W“”P”W“”P“'””P”W”“P”' m/z 59.10 67.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S LA SRR
59 4.80 5.00 520 540 5.60
m/z 101.00 23.80%
15 4 101
0 N 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
480 500 520 540 5.60
5000 m/z 58.00 15.28%
43
o 69 83 o3 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2090: 3-Pentanol B e L
59 480 5.00 5.20 5.40 5.60
m/z 41.00 10.72%
5000 31
41
ob 15 | “ 50 ), 70 87
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104057.D

Aca On : 29 Mar 2018 18:01

Operator : JU/SJ

Sample : J2117-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 3 unknown6.74 Concentration Rank 1

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

6.74 78.00 ng 2364600 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 791 (6.739 min): BF104057.D (-787) (-) m/z 132.00 100.00%
5000 68
40 e 6.40 6.60 6.80 7.00
54 75 104 . . . .
o NN i - A VA1 My - N m/z 68.05 37.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 USSR SRR SRR AR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.84%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 65.95 23.02%
104
oL 14 27 37 4451 58 6 77 g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.40 6.60 6.80 7.00
m/z 96.00 14 .66%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104057.D

Aca On : 29 Mar 2018 18:01

Operator : JU/SJ

Sample : J2117-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Cycloheptasiloxane, tetrade... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

965 3.23ng 139515  Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvcloheptasiloxane. tetradecamet... 518 C14H4207Si7 000107-50-6 94
2 Pentasiloxane. dodecamethvl- 384 C12H3604Si5 000141-63-9 37
3 2-(27 .47 .47 .67.6".8".8"-Heptamet... 652 C16H48010Si9 145344-72-5 37
4 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 27
5 3,5-Diisopropoxy-1,1,1,7,7,7-hex. .. 546 C18H5007Si6 071579-67-4 22

Abundance Scan 1286 (9.651 min): BF104057.D (-1282) (-) m/z 73.00 100.00%
78
281
147
5000
327
415 R S SCHRSES
4 221 | 383 | 503 9.40 9.60 9.80 10.00
obdbih ook L A Y Tw/z 281.10  71.41%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #236969: Cycloheptasiloxane, tetradecamethyl-
281
73
147
5000 LIRS
827 m5 503 9.40 9.60 9.80 10.00
o1 m/z 147.10 63.42%
383
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
78 147 281
el e
9.40 9.60 9.80 10.00
5000 m/z 327.00 35.24%
369
207 549
S = = S e L
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242215: 2-(2',4',4',6',6',8',8-Heptamethyltetrasiloxan-2... e B M Rmas p s
78 9.40 9.60 9.80 10.00
m/z 282.00 17.33%
5000{ 4
147
ol 221 281 54 415 461 533 637
LM WS-SRy~ S & L
mz--> 50 100 150 200 250 300 350 400 450 500 550 600 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104057.D

Aca On : 29 Mar 2018 18:01

Operator : JU/SJ

Sample : J2117-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.96 5.90 ng 187436 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Octadecanol 270 C18H380 000112-92-5 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 2019 (13.963 min): BF104057.D (-2015) (-) m/z 83.05 100.00%

5000

Hr

13.60 13.80 14.00 14.20
m/z 57.10 89.53%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1
55
4
5000 LA L L L L L B
13.60 13.80 14.00 14.20
m/z 97.05 88.17%
o.nfﬁwhﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R AN RS S S R R
a1 13.60 13.80 14.00 14.20
5000 111 m/z 55.05 83.89%
0 26 139154 182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #119524: 1-Octadecanol L o
13.60 13.80 14.00 14.20

m/z 43.05 79.63%

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032918\
Data File : BF104057.D

Acq On : 29 Mar 2018 18:01

Operator : JU/SJ

Sample - J2117-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
Butane, 2-methoxy... 2.29 3.3 ng 101008 1 6.97 606313 20.0
2-Pentanone, 4-hy... 5.21 2.3 ng 70765 1 6.97 606313 20.0
unknown6 .74 6.74 78.0 ng 2364600 1 6.97 606313 20.0
Cycloheptasiloxan. .. 9.65 3.2 ng 139515 3 10.00 862615 20.0
n-Nonadecanol-1 13.96 5.9 ng 187436 5 14.16 635189 20.0
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