LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\

Data File : BF092809.D

Aca On : 6 Feb 2017 21:27 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 11706-02 C-SCW-COMP-02

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-BF013017.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 3.310 105 107 121 rBv4 30369 113660 2.16% 0.306%
2 4.773 233 235 244 rBV 36519 77705 1.48% 0.209%
3 5.116 260 265 268 rBVY 2961017 5254515 100.00% 14.158%
4 5.516 298 300 303 rBY 1217884 1444109 27.48% 3.891%
5 6.453 379 382 386 rBV 87575 146845 2.79% 0.396%
6 6.556 388 391 393 rBVY 2265216 3129301 59.55% 8.431%
7 6.682 399 402 404 rBVY 2336531 2167106 41.24% 5.839%
8 6.910 420 422 424 rBV 1055759 864258 16.45% 2.329%
9 7.070 433 436 438 rBVY 2785469 2756798 52.47% 7.428%
10 7.470 468 471 474 rBVY 1551054 2199435 41.86% 5.926%

11 8.190 532 534 539 rBv2 903394 1422806 27.08% 3.834%
12 8.339 544 547 563 rVB 97936 212536 4._.04% 0.573%

13 8.910 595 597 598 rBvV 90074 94536 1.80% 0.255%
14 9.002 603 605 608 rvB 63604 66682 1.27% 0.180%
15 9.276 626 629 631 rBY 3116678 3727037 70.93% 10.042%
16 9.608 655 658 661 rBv 33918 54260 1.03% 0.146%
17 9.665 661 663 665 rvB 1063462 947761 18.04% 2.554%
18 9.813 673 676 677 rBV 56908 59210 1.13% 0.160%
19 9.870 677 681 683 rBv2 39755 73279 1.39% 0.197%
20 9.950 685 688 690 rBY 1515998 1326267 25.24% 3.573%
21 10.156 703 706 708 rvB 48333 52772 1.00% 0.142%
22 10.373 721 725 727 rBV2 48326 101437 1.93% 0.273%
23 10.499 734 736 738 rVB 89701 97174 1.85% 0.262%

24 10.739 754 757 759 rBV 1085852 1059755 20.17% 2.855%
25 10.853 764 767 770 rBV 106655 127003 2.42% 0.342%

26 11.299 803 806 807 rBvV 139419 129376 2.46% 0.349%
27 11.436 815 818 819 rBV 1807556 1578048 30.03% 4._.252%

28 11.505 822 824 826 rVB 50134 86122 1.64% 0.232%
29 11.665 835 838 842 rBv2 36076 61643 1.17% 0.166%
30 11.722 842 843 846 rVB 91455 101727 1.94% 0.274%
31 12.054 870 872 876 rVvB2 48904 81506 1.55% 0.220%
32 12.134 876 879 881 rBV 63478 65230 1.24% 0.176%

33 12.648 922 924 926 rBV 195526 166835 3.18% 0.450%
34 12.876 939 944 946 rBV 226021 231003 4._.40% 0.622%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\
Data File : BF092809.D

Aca On : 6 Feb 2017 21:27

Operator : SJ/MA

Sample : 11706-02

Misc :

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.025 954 957 959 rBV 3793947 3771197 71.77% 10.161%

36 13.917 1033 1035 1043 rVB 151043 221897 4.22% 0.598%
37 14.077 1046 1049 1051 rBV 1477514 1454039 27.67% 3.918%

38 14.545 1087 1090 1094 rBV3 22414 62770 1.19% 0.169%
39 15.105 1137 1139 1143 rBV 31997 65881 1.25% 0.178%
40 15.174 1143 1145 1147 rBV 49281 54575 1.04% 0.147%
41 15.528 1173 1176 1182 rBV 845902 1165555 22.18% 3.140%
42 15.974 1212 1215 1219 rBV 57508 88773 1.69% 0.239%
43 16.465 1255 1258 1266 rBvV2 46800 91880 1.75% 0.248%
44 17.048 1305 1309 1313 rVB 26583 60302 1.15% 0.162%
Sum of corrected areas: 37114606
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\

Data File : BF092809.D

Aca On : 6 Feb 2017 21:27

Operator : SJ/MA

ﬁ?ggle i 11706-02 C-SCW-COMP-02
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092809.D

3500000

5.12
3000000 7.07

2500000 6.58.68

2000000

7.47
1500000
5.52
6.91
1000000

500000

3.31 4.77 6.45

R T e WAL S L L SPR T H S

f
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: BF092809.D

3500000

9.28
3000000

2500000

2000000 11.44

1500000 9.9

9.66 10.74
1000000 8.19

500000

12.6512.88

10.85 113
8.34 8.9100 0.61 9887 10.1610.30.50 A_%.sni&& 120513

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: BF092809.D

3500000
3000000
2500000
2000000
1500000 1408

1000000 15.53

500000
13.92 14.55 18517 15.97 16.47 17.05

o R R L e e e s e B e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\
Data File : BF092809.D

Aca On : 6 Feb 2017 21:27

Operator : SJ/MA

Sample : 11706-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 (S)-(+)-1,2-Propanediol Concentration Rank 7

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

3.31 2.63 ng 113660 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 74
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 64
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 107 (3.310 min): BF092809.D (-105) (-) m/z 45.10 100.00%

45
5000

3.00 3.20 3.40 3.60
394 57 61
..,....,....,....,....,....,....,....,.ﬂ! SIS L - m/z 43.00 15.37%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #930: (S)-(+)-1,2-Propanediol
45

5000 R
3.00 3.20 3.40 3.60

m/z 44.00 7.02%

1519 2731 3943 | 535761 75
T T T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45
3.00 3.20 3.40 3.60
5000 m/z 61.00 5.07%
29
121519 55 | 33 3942 53 57 61 76
wwwwmwmmwwﬁwﬁwﬁwﬁmv
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #919: Propylene Glycol e
45 3.00 3.20 3.40 3.60
m/z 41.90 3.66%
5000

27 31
1519 4" "3, 3942 | a8 52 57 8leap7707376

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\
Data File : BF092809.D

Aca On : 6 Feb 2017 21:27

Operator : SJ/MA

Sample : 11706-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.12 121.60 ng 5254520 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 265 (5.116 min): BF092809.D (-260) (-) m/z 43.05 100.00%
43
59
5000
1o 480 500 520 540
SN N - P T (2~ N NN B o (5 o BT /1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AL R R I
59 480 500 520 540
m/z 101.10 17.47%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 16.04%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R R mamEs Rl
59 4.80 5.00 5.20 5.40
m/z 41.10 9.03%
5000
41
29 101
"'l""l"JHN"'Jlm”"l?%l*i""|??"|'§§'|""J""|' SRR SN U L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\
Data File : BF092809.D

Aca On : 6 Feb 2017 21:27

Operator : SJ/MA

Sample : 11706-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Ethanol, 2,2"-oxybis- Concentration Rank 4

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

6.45 3.40 ng 146845 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2.2"-oxvbis- 106 C4H1003 000111-46-6 83
2 Ethanol. 2-methoxv- 76 C3H802 000109-86-4 9
3 2-Hvdroxvethvlhvdrazine 76 C2H8N20 000109-84-2 9
4 Ethanol. 2-(2-hvdroxvethoxv)-. 1... 151 C4H9NO5 020633-16-3 9
5 2-Propanol, 1,3-dimethoxy- 120 C5H1203 000623-69-8 9

Abundance Scan 382 (6.453 min): BF092809.D (-379) (-) m/z 45.10 100.00%
45
5000
[ IERBE LRSS
58 | 105 6.20 6.40 6.60 6.80
SN ——) S AN | M A m/z 75.10 22.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4863: Ethanol, 2,2'-oxybis-
45
5000 IERBE AR RN SN A
6.20 6.40 6.60 6.80
a1 75 m/z 76.10 10.99%
19 1L 58 \ 88
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
45
6.20 6.40 6.60 6.80
5000 m/z 43.00 9.92%
15 29
58 76
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #898: 2-Hydroxyethylhydrazine
45 6.20 6.40 6.60 6.80
m/z 44_.05 8.55%
5000
76
"w"'w'"w"'ﬂhl'w'??w"'|“l”|“"|“"|“"|”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\
Data File : BF092809.D

Aca On : 6 Feb 2017 21:27

Operator : SJ/MA

Sample : 11706-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.68 Concentration Rank 3

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

6.68 50.15 ng 2167110 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 402 (6.682 min): BF092809.D (-399) (-) m/z 132.10 100.00%
132
5000 68
IR SRR U
40 _ 54 75 104 6.40 6.60 6.80 7.00
Y I ??.l.'....,..?‘.7,....,....,1.15?.1,2.1...,"...,.. m/z 68.10 38.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 DRSS U
6.40 6.60 6.80 7.00
78 m/z 134.10 32.38%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 24.33%
41 97
53 2 117
34 60 89 105 124
wwmw@wmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132 6.40 6.60 6.80 7.00
m/z 69.05 15.30%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\
Data File : BF092809.D

Aca On : 6 Feb 2017 21:27

Operator : SJ/MA

Sample : 11706-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Triethylene glycol Concentration Rank 6

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

8.34 2.99 ng 212536 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvlene alvcol 150 C6H1404 000112-27-6 83
2 Ethanol. 2.2"-Toxvbis(2.1l-ethane... 194 C8H1805 000112-60-7 72
3 Isopropvl Alcohol 60 C3H80 000067-63-0 42
4 Pentaethvlene alvcol 238 C10H2206 004792-15-8 38
5 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 25

Abundance Scan 547 (8.339 min): BF092809.D (-544) (-) m/z 45.10 100.00%
45
5000
58 89
75 8.00 8.20 8.40 8.60
e e e M/Z 58.00  13.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23106: Triethylene glycol
45
5000
8.00 8.20 8.40 8.60
m/z 89.10 12.65%
31 58 75

89
m 1, | 1 102 119 133

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
45
P
8.00 8.20 8.40 8.60
5000 m/z 43.00 7.94%
31 s8 75 89 101 19 133 163
Wmﬂwmmﬂwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #287: Isopropyl Alcohol B B
45 8.00 8.20 8.40 8.60
m/z 75.10 7.74%
5000
19 27 6. 59
IIIIIII‘IIIIIIIIII‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIII IIIAIIIIIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\
Data File : BF092809.D

Aca On : 6 Feb 2017 21:27

Operator : SJ/MA

Sample : 11706-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.92 3.05 ng 221897 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 1035 (13.917 min): BF092809.D (-1033) (-) m/z 57.10 100.00%
o7
83
41
5000
RN N S B
139 13.60 13.80 14.00 14.20
208
S 167 2% m/z 55.10 92.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene
55
5000 U R SRR
29 Bmwmmmmm
m/z 43.10 84.93%
ek
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 USRI N S B
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 74 _.45Y%
27 125
153169 196 224
wﬂmﬁmﬁwﬁwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene e R e e
43 13.60 13.80 14.00 14.20
m/z 97.10 67.83%
5000 83
111
| |, 140 168 196 224243 266 294 322
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 300 350 13. 60 13. 80 14.00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\
Data File : BF092809.D

Acq On : 6 Feb 2017 21:27

Operator : SJ/MA

Sample - 11706-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
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]
(S)-(+)-1,2-Propa. .. 3.31 2.6 ng 113660 1 6.91 864258 20.0
2-Pentanone, 4-hy... 5.12 121.6 ng 5254520 1 6.91 864258 20.0
Ethanol, 2,2"-oxy... 6.45 3.4 ng 146845 1 6.91 864258 20.0
unknown6 .68 6.68 50.1 ng 2167110 1 6.91 864258 20.0
Triethylene glycol 8.34 3.0 ng 212536 2 8.19 1422810 20.0
1-Docosene 13.92 3.0 ng 221897 5 14.08 1454040 20.0
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